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Abstract

Machine Learning has become an indispensable aspect of various safety-critical industries like healthcare, law,
and automotive. Hence, it is crucial to ensure that our machine learning models function appropriately and instil
trust among their users. This thesis focuses on improving the safety and transparency of Machine Learning by
advocating for more principled uncertainty quantification and more effective explainability tools. Specifically,
the use of Kernel Mean Embeddings (KME) and Gaussian Processes (GP) is prevalent in this work since they
can represent probability distribution with minimal distributional assumptions and capture uncertainty well,
respectively. I dedicate Chapter 2 to introduce these two methodologies. Chapter 3 demonstrates an effective
use of these methods in conjunction with each other to tackle a statistical downscaling problem, in which a
Deconditional Gaussian process is proposed. Chapter 4 considers a causal data fusion problem, where multiple
causal graphs are combined for inference. I introduce BayesIMP, an algorithm built using KME and GPs, to
draw causal conclusion while accounting for the uncertainty in the data and model. In Chapter 5, I present
RKHS-SHAP to model explainability for kernel methods that utilizes Shapley values. Specifically, I propose to
estimate the value function in the cooperative game using KMEs, circumventing the need for any parametric
density estimations. A Shapley regulariser is also proposed to regulate the amount of contributions certain
features can have to the model. Chapter 6 presents a generalised preferential Gaussian processes for modelling
preference with non-rankable structure, which sets the scene for Chapter 7, where I built upon my research and

propose Pref-SHAP to explain preference models.
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1| Introduction

This thesis is presented in an integrated format, consisting of 8 chapters that work together to provide a
cohesive narrative. The first and last chapters serve to offer an overview of the thesis and a discussion of

its implications, respectively. In Chapter 2, relevant background materials are presented for context.

The subsequent 5 chapters are based on the papers I have published over the course of my DPhil studies.
Each of them is self-contained and includes a comprehensive introduction, literature review, and their
separate contribution to contextualize the research within its specific topic. Appendices are compiled and

included at the end of the thesis.

In the remainder of this chapter, I outline the motivation and structure of the thesis in detail. Additionally,
I will provide a list of projects I have undertaken during my DPhil, including those not included in this

thesis.

1.1 Motivation

Machine learning (ML) has become an indispensable aspect of our day-to-day activities owing to its
ability to improve the efficiency, precision, and quality of conventional practices across different domains.
ML models have vast applications, ranging from diagnosing illnesses [Alaa et al., 2017] and prescribing
personalized treatment strategies [Bica and van der Schaar, 2022], detecting fraudulent transactions [Shir-
gave et al., 2019] and projecting stock market trends [Gogas and Papadimitriou, 2021], analysing legal
documents [Robaldo et al., 2019] and assessing policy outcomes [Kreif and DiazOrdaz, 2019], to screening
resumes [Sinha et al., 2021] and automating transportation modes [ Yurtsever et al., 2020]. Given the
life-changing potential of these models, it is crucial to ensure that they function as intended and instil trust

among their users. This is the primary objective of the field of Trustworthy ML.

Ensuring the trustworthiness of machine learning (ML) models goes beyond the accuracy and includes
consideration of privacy, fairness, safety, and transparency, as noted in Schmitz et al. [2022]. Protecting
individual privacy is paramount to preventing the misuse of sensitive personal information, and approaches
such as differentially private ML [Abadi et al., 2016] and decentralised learning [Li et al., 2020] have
been developed to address this objective. In contrast, the potential bias in data and ML models may result
in discrimination against specific user groups [Mehrabi et al., 2021], underscoring the importance of
fairness in algorithmic design. Enhancing the safety of ML is another crucial topic that involves research
on uncertainty quantification [Hiillermeier and Waegeman, 2021], adversarial attacks [Kurakin et al.,

2016], data poisoning [Goldblum et al., 2022], domain adaptation and generalisation [Zhang et al., 2019].
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Increasing transparency in ML [Roscher et al., 2020] is akin to opening up the algorithmic “black box* to
understand how the model operates. This not only enables end-users to better comprehend how results are

generated, but also supports learning from algorithmic training.

In this thesis, I present my contributions towards improving the safety and transparency of machine
learning by advocating for more principled uncertainty quantification and for more effective explainability
tools. Throughout this thesis, I rely heavily on the use of kernel mean embeddings [Muandet et al., 2017]
and Gaussian processes [Rasmussen and Williams, 2005b] as non-parametric methods to capture and
model probability distributions. Both class of methods rely on positive definite kernels. The former utilise
them as reproducing kernels to construct function space and represent distributions as element therein,
whereas the latter utilise them as covariance functions. Details of the two class of methods are introduced
formally in Chapter 2. Additionally, in Chapter 3, I present a project that demonstrates the use of both

methods in conjunction with each other to tackle a challenging image reconstruction problem.

1.2 Thesis Layout and Statements of Authorships

Chapter 2 provides an introduction to kernel methods and Gaussian processes, two crucial methods
employed in my research. This chapter also contains an overview of uncertainty modelling and model

explainability, two main areas of trustworthy ML I address in this thesis.

In Chapter 3, I demonstrate the use of Gaussian processes with kernel mean embeddings to tackle the
problem of reconciling multiple resolutions present in data, also known as statistical downscaling, with
the main focus on satellite imaging data. The approach involves formulating low resolution pixels as a
conditional expectation of high resolution pixels, and seeking to undo the “aggregation" processes. A
novel theoretical analysis of the learning of the Deconditional Mean Operator introduced by Hsu and
Ramos [2019] is also presented. The work was conducted under the supervision of Prof. Dino Sejdinovic,
and I am a joint first author with Shahine Bouabid. The manuscript was accepted at the 2021 Conference
on Neural Information Processing Systems (NeurIPS). In this work, I contributed by formulating Bayesian
deconditioning as a Gaussian process with conditional expectations as inter-domain features. I also
proposed a data efficient conditional mean operator for set inputs, named the Conditional Mean Shrinkage
Operator, and contributed to the theoretical analysis of deconditioning by expressing the problem as a
two-staged vector-valued regression. Bouabid designed and conducted the experiments and developed the

variational formulation of the model.

In Chapter 4, the problem of uncertainty quantification when combining multiple causal graphs for

inference, also known as causal data fusion, is studied. A novel Bayesian Conditional Mean Embedding
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is introduced to model an average treatment effect while capturing both the aleatoric and epistemic
uncertainty. We demonstrated the effectiveness of such uncertainty model by applying it to a Causal
Bayesian Optimisation problem and demonstrated superior results to baselines. In this work, I am a
joint first author with Dr. Jean Francois Ton, and we are jointly supervised by Dr. Javier Gonzalez, Prof.
Yee Whye Teh, and Prof. Dino Sejdinovic. Our work has been accepted at the 2021 Conference on
Neural Information Processing Systems (NeurIPS). Together with Dr. Ton, I contributed to deriving the
Bayesian Conditional Mean Embedding and subsequently, the Bayesian Interventional Mean Processes.
Additionally, with Prof. Sejdinovic’s guidance, we derived the approximation of the inner product
between two Gaussian processes. During this project, Dr. Ton designed and conducted the Causal

Bayesian Optimisation experiments, while I designed and conducted the ablation studies.

Chapter 5 presents a novel approach to model explainability for kernel methods in machine learning.
Specifically, the RKHS-SHAP algorithm is proposed for models residing in a reproducing kernel Hilbert
space (RKHS). In addition, a Shapley attribution prior is formulated to allow for regularisation of attribute
contributions to the model. The analysis of robustness of RKHS-SHAP is provided by analysing Shapley
values from a functional perspective. For this work, I am the first author, with Dr. Robert Hu as the second
author. We were jointly supervised by Dr. Javier Gonzalez and Prof. Dino Sejdinovic. This work was
accepted at the 2022 Conference on Neural Information Processing Systems (NeurIPS). I contributed
by deriving the RKHS-SHAP and attribution prior formulation, and running most of the experiments.
Hu contributed by providing a large scale code implementation code for some appendix experiments.

Gonzalez gave valuable insights in early stage and Sejdinovic supervised the whole project.

Chapter 6 deviates from model explainability, serving as a prerequisite for Chapter 7. This chapter presents
a non-parametric method for modelling non-rankable preference structures using Gaussian processes,
challenging the assumption of rankability in classical preference models. Dr. Javier Gonzalez and
Prof. Dino Sejdinovic supervised this work, which was accepted at the 25th International Conference on
Artificial Intelligence and Statistics (AISTATS). Collaboratively, we developed the generalized preferential
Gaussian processes. I demonstrated that the corresponding kernels fulfil the appropriate notion of
universality and proposed a spectral decomposition method for extracting clusters of comparable items

from preferential data.

In Chapter 7, I build upon my research from Chapters 5 and 6 to investigate explainability for preference
models. It was observed that naive application of existing Shapley explanation algorithms to preference
models ignore certain symmetry and that they result in inconsistent explanations. To address this, |
proposed the Pref-SHAP algorithm. I am a first joint author of this work along with Dr. Robert Hu, Jaime

Huertas is a third author, and the work is supervised by Prof. Dino Sejdinovic. This work is accepted at
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the 2022 Conference on Neural Information Processing Systems (NeurIPS). I contributed via formalising
and deriving the full Pref-SHAP algorithm. Hu contributed by running the experiments and developing

the software.
Finally, in Chapter 8 we conclude the thesis and discuss possible extensions and future directions.
Specifically, the following papers are presented in this thesis:

1. Deconditional downscaling with Gaussian processes
SL Chau*, S Bouabid*, D Sejdinovic

Accepted at Advances in Neural Information Processing Systems, 2021

2. Bayesimp: Uncertainty quantification for causal data fusion
SL Chau*, JF Ton*, J Gonzalez, YW Teh, D Sejdinovic

Accepted at Advances in Neural Information Processing Systems, 2021

3. RKHS-SHAP: Shapley values for kernel methods
SL Chau, R Hu, J Gonzalez, D Sejdinovic

Accepted at Advances in Neural Information Processing Systems, 2022

4. Learning inconsistent preferences with Gaussian processes
SL Chau, J Gonzalez, D Sejdinovic

Accepted at International Conference on Artificial Intelligence and Statistics, 2022

5. Explaining Preferences with Shapley Values
R Hu*, SL Chau*, JF Huertas, D Sejdinovic

Accepted at Advances in Neural Information Processing Systems, 2022

Although not included in this thesis, I have had the privilege of contributing to several other projects,

which are listed below.

6. Spectral ranking with covariates
SL Chau, M Cucuringu, D Sejdinovic
Accepted at European Conference on Machine Learning and Principles and Practice of Knowledge

Discovery in Databases, 2022

This work is related to the preference modelling problem discussed in Chapter 6. We consider the classical
setting and aim to rank players given their incomplete and noisy pairwise comparisons, in light of player

covariate information. We proposed three spectral ranking methods that incorporate player covariates and
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are based on seriation, low-rank structure assumption, and canonical correlation, respectively. These
approaches are then compared with state-of-the-art methods on both synthetic and real-world datasets to

demonstrate their effectiveness.

7. Kernel-based graph learning from smooth signals: A functional viewpoint
X Pu, SL Chau, X Dong, D Sejdinovic

Accepted at IEEE Transactions on Signal and Information Processing over Networks, 2021

This work studies the problem of graph learning, where the goal is to construct an explicit topological
structure revealing the relationship between nodes representing data entities. We treat observed graph
signals - data that adhere to the underlying latent graph smoothness - as functions in the RKHS and

integrate functional learning with smoothness constraints to recover the graph.

8. Giga-scale Kernel Matrix Vector Multiplication on GPU
R Hu, SL Chau, D Sejdinovic, JA Glaunes

Accepted at Advances in Neural Information Processing Systems, 2022

The last project concerns about the scalability of kernel matrix-vector multiplication (KMVM), a foun-
dational operation in machine learning and scientific computing. Standard KMVM approach scale
quadratically in both memory and time, thus limiting applications to large scale real-world problems. This
work proposes an approximation procedure to address such scaling issues for tall (10%) and skinny (D < 7)

data.




2| Background

Throughout the thesis, the use of kernel methods and Gaussian processes will be ubiquitous and hence
will be introduced formally in Section 2.1 and 2.2. We then give an overview of the two aspects of
trustworthy machine learning we tackle in the thesis, which are uncertainty modelling (Section 2.3) and

model explainability (Section 2.4).

2.1 Kernel methods

Kernel methods are non-linear algorithms that formulate learning and estimation problems as linear tasks
in a reproducing kernel Hilbert space (RKHS) associated with a kernel [Hofmann et al., 2006]. This
versatile framework allows us to deploy our algorithm on any data type, e.g. tabular data, images [Mairal,
2016], texts [Lodhi et al., 2002], and graphs [Kriege, 2022], as long as a kernel is well-defined with
respect to that data type. The introduction to these concepts here follows closely that of Sejdinovic [2019].
Further details can be found therein as well as in textbooks such as Steinwart and Christmann [2008b],
Berlinet and Thomas-Agnan [2004] and Paulsen and Raghupathi [2016]. We begin by defining the notion

of a kernel:

7

Definition 2.1.1 (Kernel function). Let X be a non-empty set. A function k : X x X — R is called

a kernel if there exists a Hilbert space H and a map ¢ : X — H such thatVx, 2’ € X,

k(z,z') == (¢(x), p(z'))n 2.1)

where (-, )3 is an inner product function on H.

The Hilbert space H of kernel £ and the map ¢ are often denoted as feature space and feature map
respectively. There is no particular restriction to the dimensionality of ¢(z) and it can be an infinite-
dimensional vector. Another important notion for kernel methods is the idea of a reproducing kernel,

defined as

7

Definition 2.1.2 (Reproducing kernel). Let H be a Hilbert space of functions f : X — R defined
on a non-empty set X. A function k : X x X — R is called reproducing kernel of H if it satisfies
s Vre X ky =k(,x) €H,
e Vo e X,Vf e H, (f,k(-,x))n = f(x), also known as the reproducing property.

If ‘H has a reproducing kernel, it is called a reproducing kernel Hilbert space (RKHS), denoted by H.
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Note that every reproducing kernel is a kernel with a canonical feature map ¢ : = — k(-,x) and, by
Moore-Aronszajn theorem [Berlinet and Thomas-Agnan, 2011], every kernel defines a unique RKHS,
therefore the two notions are equivalent. We refer the reader to Paulsen and Raghupathi [2016] for a

deeper introduction to the different properties of RKHSs.

Examples of kernels Here we give some examples of kernel functions defined on R? for some d € N.

* Linear Kernel: the simplest kernel one could think of: k(x,z') = 2T 2’

» Polynomial kernel: given a fixed degree p, the polynomial kernel is k(z, z') = (1 4+ = " 2/)P

» Radial Basis Function (RBF) kernel: This infinitely differentiable kernel is arguably the most well
known kernel: k(x,z") = exp (—Wj_liflng), where [ is a hyperparameter known as the lengthscale.

This is the kernel we used throughout the thesis unless specified otherwise.

» Matérn kernel takes the following form

w15 () (49

where I is the gamma function, K, is the modified Bessel function of the second kind, and p and v
are hyperparameter controlling the smoothness of the corresponding function from this RKHS. As
functions from the RKHS built using the RBF kernel are infinitely differentiable, they might be
considered too smooth for practice. In comparison, Mateérn kernel gives rise to v — 1 differentiable

functions. This kernel is deployed in the experiments from Chapter 3.

Kernel Ridge Regression. Reproducing kernel Hilbert spaces are often used as a function class for
empirical risk minimisations (ERM). Let k be a kernel on X such that k£ : X x X — R. Recall that the

goal in ERM with hypothesis class #, is to find a function f* € Hj that solves:

min ~ 3" Ligi, £es)) + 9 (I1£12,) 2.2)
=1

fEHL N
. jid . D . .
given data {z;, y;}_, "~ p(X,Y) with p some distribution over domains X x ), loss function L, and
non-decreasing regularisation function €). The first part of the equation denotes the empirical risk, and the
latter part denotes a regularisation of the model complexity via penalising the RKHS norm of the function,
which can be interpreted as encouraging smoothness. The representer theorem thus tells us that the

optimal solution lies in the span of canonical feature maps of input data points, i.e. f* = > " | a;k(-, 2;).

When ) = R, L is the squared loss function, and (|| f| |%_[k) =)l |f]|%{k for some A > 0, we are solving
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a kernel ridge regression (KRR) problem:

D i = F@))? + M Iy, = D (i = (kG 2))* + A ciak(as, z)) (2.3)

% % 1,J

= (y-Ka) (y —Ka)+ o' Ka (2.4)

where K is the kernel matrix of size n x n. Differentiate the objective with respect to c and setting to
0, we get the optimal a = (K + AI,,)~'y. KRR is ubiquitous throughout this thesis. In Chapter 3 we
formulate and analyse the deconditional mean operator as a two-staged kernel ridge regressor. Chapter 4
took inspiration from vector-valued KRR and formulate Bayesian conditional mean embedding as a
vector-valued Gaussian process. At last, Chapter 5 developed an explanation algorithm for RKHS models

and demonstrated its effectiveness using KRR.

Kernel mean embeddings of distributions. Kernel mean embeddings of distributions provide a power-
ful framework for representing probability distributions in an RKHS [Song et al., 2013, Muandet et al.,
2017]. We can define the (marginal) kernel mean embedding of a distribution P for a random variable X

as follows:

[ipy = /k:(-,X)dIP’(X). 2.5)

To obtain an empirical estimate, we simply compute the empirical averages of the feature maps of
the available data. For a wide range of kernels, including RBF and Matérn family, this mapping is
injective, which is a powerful result that has been used to design metrics between probability distributions,
such as the Maximum mean discrepancy (MMD). The MMD equation is defined as M M D,% (P,Q) =
|| o (P) — ,uk((@)H%_lk, and M M Dy(P,Q) = 0 implies that P = Q assuming the corresponding kernel
is characteristic [Szab6 and Sriperumbudur, 2017]. The marginal kernel mean embedding has been
applied to various machine learning applications, including two-sample testing [Gretton et al., 2012],
independence testing [Gretton et al., 2007], distributional regression [Law et al., 2019], and for training

deep generative models [Li et al., 2017].

In addition to capturing marginal distributions, we can also embed conditional distributions like P(Y" |

X = x) via the conditional mean embedding (CME):

prvpems) = [ 0V | X =a) 2.6)

where £ is a kernel for Y. However, estimating CME can be more challenging than the marginal case,
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as we only have access to pairs of {z;,y;}~, from the joint distribution. There are two approaches
to establish the estimation of CME - the classical operator perspective first considered in Song et al.
[2009], and the vector-valued regression perspective proposed in Griinewilder et al. [2012] - which
are used in Chapter 3 and Chapter 4 respectively. Despite their different assumptions, both approaches
lead to the same empirical estimation using the equation fip(y|x—.) = k(- )T ®x (K + nAl) " 1dy,
where ® x is the collection of feature maps over the data X, k is a kernel, K is the Gram matrix, and
A > 0 is a regularisation term. Conditional mean embeddings are widely used to capture complicated
relations between random variables. It has been used in a broad range of applications, such as conditional
independence tests [Park and Muandet, 2020], dynamical systems [Song et al., 2009], meta learning [Ton
et al., 2021b], reinforcement learning [Lever et al., 2016], causal inference [Park et al., 2021, Chau et al.,

2021c], and explainability [Chau et al., 2021b] to name a few.

2.2 Gaussian processes

Kernel methods and Gaussian processes are both popular non-parametric approaches based on positive
definite kernels. The former utilise them as reproducing kernels to construct RKHSs, whereas the latter
utilise them as covariance functions. We refer the reader to Kanagawa et al. [2018] for a deeper discussion
on the deep mathematical connection between the two approaches. We start with a classical definition of

Gaussian processes, taken from Dudley [2002],

7~

Definition 2.2.1 (Gaussian processes). Let X be a nonempty set, k : X x X — R be a positive
definite kernel and m : X — R be any real-valued function. Then a random function f : X — R
is said to be a Gaussian processes (GP) with mean function m and covariance kernel k, denoted
by (m, k), if the following holds: For any finite set X = [x1,...,2,]" C X of sizen € N, the
random vector

fx = [f(xl)a 000 f(xn)]—r €R"

follows the multivariate normal distribution N'(m, K) with m = [m(z1), ..., m(z,,)] " and K =

o \n . : .
[k, 2)]7 ;1 the mean vector and covariance matrix, respectively.

Consider the standard regression model Y = f(X) + € for data {(x;,v;)}"_, and noise € ~ N(0,0?)
with o some hyperparameter. When we place a GP prior (m, k) over f, it induces a multivariate normal
distribution over the labels y := [y1,..., 4] with mean m = [m(x1),...,m(z,)]" and covariance

structure Ky x = [k(;, 7;) + 025(4, 4)]i j=1 where ¢ is the Dirac function. Now given new data ., the
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predictions fx, and the labels y follows a joint Gaussian distribution,

fx m,, Kx*,x* Kx*,

I ~N , * 2.7)
y m Kxx, Kxx+0?Il

where m. is the vector of mean function applied on x,. To obtain the posterior predictive distribution of

p(fx, | y), we apply the Gaussian conditioning rule,

fx. ‘ y~ N (m* + Kx*,x* (KX,X + UQI)_l(y - m), Kx*,x* - Kx*,X(KX,x + UQI)_le,x*) (2.8)

this gives us a closed-form expression for the posterior distribution of the evaluations of f at any collection

of inputs.

If we pick m = 0 as the zero mean function, the posterior mean function coincides with the estimates
of a KRR with the same kernel k and regularisation term A\ = 2. In practice, a GP model might be
preferred because of two reasons: First, the posterior variance could be used as a measure of uncertainty,
which can be an important indicator when making predictions far away from the input data. Second, the
hyperparameters in KRR are often chosen by cross-validation and grid search, while the hyperparameters
in GP can be optimised using the maximum marginal likelihood principle. These advantages led us to

focus on GP models in Chapters 3, 4, and 6.

Gaussian processes are widely used in this thesis. In Chapter 3, we utilise the joint normality between
the latent function of interests and their observed conditional expectations to recover a posterior over the
function of interests. In Chapter 4, we introduce a vector-valued Gaussian Process formulation to model
a Bayesian Conditional Mean Embedding. Furthermore, we demonstrate how to estimate uncertainties
between the inner products of GPs. In Chapter 6, a Gaussian process over pairwise comparison is proposed

to model preferences with inconsistent structures, such as cyclic relationships.

2.3 Uncertainty Quantification

The preceding sections provided an overview of the model classes that constitute the core focus of this
thesis. In the following, we delve into the specific challenges we aim to address, starting with the topic of

uncertainty modeling.

Uncertainty modeling is a fundamental component of machine learning, particularly when deploying
models in safety-critical domains such as forensics and self-driving car. Uncertainty can manifest at

different stages of the machine learning pipeline, stemming from factors like collecting noisy or imprecise

10
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data [He et al., 2009], incorrect model assumptions [Aydogan et al., 2020], or encountering distribution
shifts during testing [Wen et al., 2014]. Given the practical challenges of verifying or falsifying such
scenarios, uncertainty is inherently present in our predictions. Therefore, it is desirable to have a

trustworthy representation of uncertainty as a key feature of any machine learning model.

There are two main sources of uncertainty, often referred to as aleatoric and epistemic uncertainty [Hiiller-
meier and Waegeman, 2021]. Aleatoric uncertainty describes the intrinsic randomness inherent in the
phenomena we model whereas epistemic uncertainty describes the estimation uncertainty we incur under
finite observations of the phenomena. Unlike aleatoric uncertainty, epistemic uncertainty can, in principle,

be reduced when additional information is provided to the model.

Distinguishing between aleatoric and epistemic uncertainty is important to avoid overconfident predictions,
i.e. it is important to distinguish between a doctor being very confident that there is a 50% chance the
tumour is cancerous versus they being very not confident but estimate that the tumour is cancerous with
100% chance. Gaussian process can help achieve this separation. Referring to the notations from the

previous section, the variance of the additive error term o2

in a regression setting corresponds to the
aleatoric uncertainty, while the posterior covariance for a query z. is a meaningful indicator of the total
uncertainty. Thus, the epistemic uncertainty could be obtained by subtracting the total uncertainty from
the aleatoric uncertainty. In Chapter 4, we will show how we can combine uncertainties from two data

sources to estimate a conditional treatment effect while presenting an uncertainty estimate that captures

both aleatoric and epistemic uncertainties from two data sources.

2.4 Model Explanation

In addition to quantifying prediction uncertainty, it is crucial to understand a model’s decision when
deploying machine learning. Although the terms "explainability" and "interpretability" are often used
interchangeably, there is no precise mathematical definition for either. However, it is important to
differentiate between an explainable model and an explanation method. Explainable models have been
around for over a century since the introduction of linear models. With a linear model, one can easily
understand the results by examining the model coefficients. However, as the field of machine learning
advances, we are developing more complex models to handle challenging data types like images, text,
and graphs and to capture more detailed non-linear patterns in large datasets, which makes our models
less interpretable and more like "black boxes." To address this issue, explanation methods have been

developed.

There are various types of explanation methods:

11
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* Counterfactual explanation provide users a certain level of recommendation on how they should
modify their model inputs to receive a preferred model decision, see e.g. Wachter et al. [2017] for

more.

* Global explanation focuses on the overall model behaviour and provides a pattern that the pre-
diction model discovered in general. For example, a partial dependence analysis [Friedman, 2001,
Greenwell et al., 2018] shows the marginal effect one or two features have on the predicted outcome

of a model to determine feature importance.

* Local explanation is only concerned with model decision corresponding to specific data point.
These methods [Ribeiro et al., 2016, Lundberg and Lee, 2017] often place interpretable (linear
or tree) surrogate models around the decision boundary of the specific data point to explain the

complex decision at a local level.

In this thesis, we focus on local explanation methods. We take the popular approach to formulate a local
explanation as a cooperative game among model features. This allows us to utilise classical concepts such
as Shapley values [Shapley, 1953] to arrive at explanations with several favourable axioms. In Chapter 5,
we build on an existing line of research where model-specific Shapley value computation algorithms
are proposed. Similar to how DeepSHAP [Lundberg and Lee, 2017] is proposed for deep learning and
TreeSHAP [Lundberg et al., 2018] is proposed for tree-based models, we propose an RKHS-SHAP
for computing Shapley values with RKHS models. In Chapter 7 we focus on designing an appropriate

cooperative game to arrive at the right explanation for preference models.

12



3| Deconditional Downscaling with Gaussian Processes

This chapter is based on the following publication:

Siu Lun Chau*, Shahine Bouabid*, and Dino Sejdinovic. “Deconditional Downscaling with

Gaussian Processes.” Advances in Neural Information Processing Systems (NeurlPS), 2021

Abstract

Refining low-resolution (LR) spatial fields with high-resolution (HR) information is challenging as the
diversity of spatial datasets often prevents direct matching of observations. Yet, when LR samples are
modeled as aggregate conditional means of HR samples with respect to a mediating variable that is
globally observed, the recovery of the underlying fine-grained field can be framed as taking an “inverse”
of the conditional expectation, namely a deconditioning problem. In this work, we introduce conditional
mean process (CMP), a new class of Gaussian Processes describing conditional means. By treating CMPs
as inter-domain features of the underlying field, a posterior for the latent field can be established as a
solution to the deconditioning problem. Furthermore, we show that this solution can be viewed as a
two-staged vector-valued kernel ridge regressor and show that it has a minimax optimal convergence rate

under mild assumptions. Lastly, we demonstrate its proficiency in a synthetic and a real-world atmospheric

field downscaling problem, showing substantial improvements over existing methods.

13



DECONDITIONAL DOWNSCALING WITH GAUSSIAN PROCESSES

3.1 Introduction

Spatial observations often operate at limited resolution due to practical constraints. For example, remote
sensing atmosphere products [Remer et al., 2005, Platnick et al., 2003, Stephens et al., 2002, Barnes
et al., 1998] provide a measurement of atmospheric properties such as cloud top temperatures and optical
thickness, but only at a low resolution. This hinders local scale analysis of variables playing a critical role

in our understanding of the anthropogenic impact on climate.

By postulating an underlying detailed spatial field that aggregates into the coarse observations, it becomes
possible to frame the inference of high-resolution samples as weakly-supervised learning [Zhou, 2017]
given coarse aggregated targets. This problem, also known as statistical downscaling or spatial disaggre-
gation, has been studied in the literature in various forms, notably giving it a probabilistic treatment [Zhang
et al., 2020, Law et al., 2018c, Hamelijnck et al., 2019, Yousefi et al., 2019, Tanaka et al., 2019, Ville
Tanskanen , Krista Longi, 2020], in which Gaussian processes (GP) [Rasmussen and Williams, 2005b] or
deeper combinations of GPs [Wilson et al., 2012, Damianou and Lawrence, 2013] are typically used in
conjunction with a sparse variational formulation [Titsias, 2009] to recover the underlying latent field at

high resolution.

However, these models require access to bags of high-resolution (HR) covariates that are paired with
aggregate targets, which in practice might be infeasible. For example, distinct satellite trajectories,
instrument limitations or variability of atmospheric conditions often lead to coarse and fine-grained
covariates that are unmatched spatially and temporally. Climate simulations [Eyring et al., 2016, Flato,
2011, Scholze et al., 2012], on the other hand, provide a comprehensive low-resolution (LR) coverage of
meteorological variables that can be matched to both coarse and high-resolution covariates. This motivates
us to introduce a less restrictive mediated formulation of statistical downscaling that only requires indirect

matching between low and high-resolution covariates.

Formally, let %z = {:U(l), . ,x(”)} C X be a general notation for bags of HR covariates, f : X — R the
field of interest we wish to recover and Z observations from this field but at LR. We suppose that % and 2
are unmatched, but that there exists LR covariates v, § € ), such that y is jointly observed with % and
likewise y with Z as illustrated in Figure 5.1. Then y and ¢ can be used to mediate a two-staged learning
process as follows: (i) Model the aggregate observation process by Z = E[f(X)|Y = g| + € with some

noise ¢ ; (ii) Separately learn the conditional expectation operator y + E[f(X)|Y = y] using {’z,y}.

The task of recovering f under observation model Z = E[f(X)|Y = g]+¢ is referred to as deconditioning.

Motivated by applications in likelihood-free inference and task-transfer regression, Hsu and Ramos [2019]

14
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AN

Figure 3.1: The LR response # (blue) and the bag HR covariates % (green) are unmatched. The
downscaling is mediated through bag-level LR covariates y and ¢ (orange).

first studied the deconditioning problem through the lens of reproducing kernel Hilbert space (RKHS)
and introduced the framework of Deconditional Mean Embeddings (DME) as its solution. In this work,
motivated by the application to mediated statistical downscaling, we extend deconditioning to a multi-
resolution setup, which is not considered by Hsu and Ramos [2019]. Placing a GP prior on the sought
field f, we first characterise the stochastic process resulting from taking the conditional expectations of f,
which we term the Conditional Mean Process (CMP). By exploiting the joint normality of the sought
field and its CMP, we can obtain the posterior distribution of f as a principled Bayesian solution to the
downscaling task on indirectly matched data. The posterior mean under our model elegantly recovers the
DME-based estimator of Hsu and Ramos [2019] and the posterior covariance reflects confidence on the
deconditioning quality. While Hsu and Ramos [2019] also consider a Bayesian interpretation of DME,
they do this through the lens of task-transformed regression and do not link f to its CMP. Rather, the
likelihoods they use imply Z = f(x) which does not reflect a different granularity level of the aggregate

response z.

Our approach also admits a tractable variational inference approximation method, enabling scalability
to large datasets. In addition, we study the theoretical properties of Deconditional Mean Operator
(DMO) associated with DME, by establishing it as a two-staged vector-valued regressor with a natural
reconstruction loss. This perspective allows us to leverage vector-valued regression theory and obtain
novel convergence rate results for the DMO estimator. Under mild assumptions, we obtain conditions
under which this rate is minimax optimal in terms of statistical-computational efficiency. Our contributions

are summarized as follows:
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* We propose a Bayesian formulation of the mediated statistical downscaling problem, and estab-
lish its posterior mean as a DME-based estimate and its posterior covariance as a gauge of the

deconditioning quality.

* We demonstrate that the DMO estimate minimises a two-staged vector-valued regression and

derives its convergence rate under mild assumptions, with conditions for minimax optimality.

* We benchmark our model against existing methods for spatial disaggregation tasks, on both synthetic

and real-world multi-resolution atmospheric fields data, and show improved performance

3.2 Background Materials

3.2.1 Notations

Let X,Y be a pair of random variables taking values in non-empty sets X and ), respectively. Let
k:XxX —Rand?:)Y x)Y — Rbe positive definite kernels. The closure of the span of their canonical
feature maps &, := k(x,-) and £, := {(y,-) forx € X and y € Y respectively induces RKHS H;, C R

and H, C RY endowed with inner products (-, ) and (-, -),.

We observe realizations ’D; = {ba:j,yj};\[:l of bags 'r; = {:cgz) 7, from conditional distribution

Px‘yzyj, with bag-level covariates y; sampled from Py. We concatenate them into vectors x :=
T T

[bq;l oo bpy| andy = [yl yN} . For simplicity, our exposition will initially use the

notation without bagging of the observations, i.e. where D = {z;,y; };V:1 We will come back to a

bagged dataset formalism in Section 3.3.3, which corresponds to our motivating application of statistical

downscaling.

With an abuse of notation, we define feature matrices by stacking feature maps along columns as
Boi= [kyy oo k| AWy = g,

[k(zi,z;)]1<ij<n and Ly, = \Il;,—\I!y = [¢(yi,yj)]1<ij<n- The notation abuse ()T (-) is a shorthand

uN and we denote Gram matrices as Kxx = <I>;<r P, =

for the elementwise RKHS inner products when it is clear from the context.

Let Z denote the real-valued random variable stemming from the noisy conditional expectation of some
unknown latent function f : X — R, as Z = E[f(X)|Y] + €. We suppose one observes another set
of realizations Dy = {7, Z; }]J‘/il from Py, which is sampled independently from D;. Likewise, we

T T
stack observations into vectors y := {gl Y M} ,Z = [51 . Z M} and define feature map

vy = [Ezh &;M}
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3.2.2 Conditional and Deconditional Kernel Mean Embeddings

Marginal and Joint Mean Embeddings Kernel mean embeddings of distributions provide a powerful
framework for representing and manipulating distributions without specifying their parametric form [Song
et al., 2013, Muandet et al., 2016a]. The marginal mean embedding of measure Px is defined as
px := Elkx] € Hy and corresponds to the Riesz representer of expectation functional f — E[f(X)]. It
can hence be used to evaluate expectations E[f(X)] = (f, ux)x. If the mapping Px — px is injective,
the kernel k is said to be characteristic [Fukumizu et al., 2004], a property satisfied for the Gaussian and
Matérn kernels on R¢ [Fukumizu et al., 2008]. In practice, Monte Carlo estimator j1x := % Zf\; 1k,

provides an unbiased estimate of px [Sriperumbudur et al., 2012].

Extending this rationale to embeddings of joint distributions, we define Cyy := E[¢y ®@/y] € H,®@H, and
Cxy = Elkx ® ly]| € Hi ® Hy, which can be identified with the cross-covariance operators between
Hilbert spaces Cyy : Hy — Hy and Cxy : Hy — Hpi. They correspond to the Riesz representers
of bilinear forms (g,g’) — Cov(g(Y),d'(Y)) = (g9,Cyyg’)e and (f,g) — Cov(f(X),g(Y)) =
(f,Cxvyg)k. As above, empirical estimates are obtained as Cyy = %\Ily\Il;,r = % Zf\il Ly, @ Ly, and

Cxy = 58x0) = L 5Nk, @ Ly,

Conditional Mean Embeddings Similarly, one can introduce RKHS embeddings for conditional
distributions referred to as Conditional Mean Embeddings (CME). The CME of conditional probability
measure Px|y_, is defined as px|y—, := E[kx|Y = y] € Hj. As introduced by Fukumizu et al.
[2004], it is common to formulate conditioning in terms of a Hilbert space operator Cx|y : Hy — Hy,
called the Conditional Mean Operator (CMO). Cx |y satisfies by definition Cx |y £y = px|y—, and
C’)Tqyf =E[f(X)|Y =],Yf € Hi, where C)TQY denotes the adjoint of C'y|y. Plus, the CMO admits
expression Cy|y = C XyC';}l,, provided ¢, € Range(Cyy ), Yy € ) [Fukumizu et al., 2004, Song et al.,

2013]. Song et al. [2009] show that a nonparametric empirical form of the CMO writes
Cxjy = ®x(Lyy + NALy) 107, 3.1)

where A > 0 is some regularisation ensuring the empirical operator is globally defined and bounded.

As observed by Griinewilder et al. [2012], since C'x|y defines a mapping from H; to Hy, it can be
interpreted as the solution to a vector-valued regression problem. This perspective enables derivation of
probabilistic convergence bounds on the empirical CMO estimator [Griinewilder et al., 2012, Singh et al.,

2019].
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Deconditional Mean Embeddings Introduced by Hsu and Ramos [2019] as a new class of embeddings,
Deconditional Mean Embeddings (DME) are natural counterparts of CMEs. While CME pxy—, € Hg
allows to take the conditional expectation of any f € #j, through inner product E[f(X)|Y = y] =
(f, 1 X‘Y:y>k, the DME denoted pix—,|y € H; solves the inverse problem! and allows to recover the

initial function of which the conditional expectation was taken, through inner product
<E{f(X)|Y = ']>:uX::c|Y>€ = f(l‘)

The associated Hilbert space operator, the Deconditional Mean Operator (DMO), is thus defined as the

operator D x|y : Hj — H, such that
DyyEf(X)|Y =] = f,Vf € Hy.
It admits an expression in terms of CMO and cross-covariance operators

Dxjy = (CxyCyy) (CxyCyy (Cxp) ")

provided ¢, € Range(Cyy) and k, € Range(C’X|yC’yyC)T(‘Y) ,Vy € Y and Vr € X. Later in
Section 3.4 the connection between DMO and CMO will be made explicit by formulating DMO as a

reconstruction operator involving CMO.

A nonparametric empirical estimate of the DMO using datasets D; and Ds as described above, is
given by ﬁX|y =Py (ATKXXA + MeIM) - AT®] where € > 0 is a regularisation term and A :=
(Lyy + N )\I)*lLyy can be interpreted as an aggregation operator. Applying the DMO to expected

responses z, Hsu and Ramos [2019] are able to recover an estimate of f as

T -1
F(x) = k(z,x)A (A KA + MEIM) . 3.2)

Note that since separate samples y can be used to estimate Cyy, this naturally fits a mediating variables

setup where x and the conditional means z are not jointly observed.

'we adopt slightly unusual notation X=z|y from Hsu and Ramos [2019] which is meant to contrast the usual conditioning
HX|Y=y

18



DECONDITIONAL DOWNSCALING WITH GAUSSIAN PROCESSES

3.3 Methodology

In this section, we introduce Conditional Mean Process (CMP), a stochastic process stemming from the
conditional expectation of a GP. We provide a characterisation of the CMP and show that the corresponding
posterior mean of its integrand is a DME-based estimator. We also derive in Appendix A.3 a variational
formulation of our model that scales to large datasets and demonstrate its performance in Section 3.5. In
what follows, X" is a measurable space, ) a Borel space, and feature maps k, and ¢, are Borel-measurable

functions for any z € X, y € ). All proofs and derivations of the chapter are included in the appendix.

3.3.1 Conditional Mean Process

Bayesian quadrature [Larkin, 1972, Briol et al., 2019, Rasmussen and Williams, 2005b] is based on the
observation that the integral of a GP with respect to some marginal measure is a Gaussian random variable.
We start by probing the implications of integrating with respect to conditional distribution P’y |y—, and
considering such integrals as functions of the conditioning variable y. This gives rise to the notion of

conditional mean processes.

Definition 3.3.1 (Conditional Mean Process). Let f ~ GP(m, k) with integrable sample paths,
ie. [ v |[fIdPx < 0o a.s. The CMP induced by f with respect to P x|y is defined as the stochastic

process {g(y) : y € YV} given by g(y) = [ f(z) dPxjy—y ().

By linearity of the integral, it is clear that g(y) is a Gaussian random variable for each y € ). The
sample paths integrability requirement ensures g is well-defined almost everywhere. The following result

characterizes CMP as a GP on ).

s a

Proposition 3.3.2 (CMP characterization). Suppose E[|m(X)|] < oo and E[|kx ] < oo and let

(X",Y') ~ Pxy. Then g is a Gaussian process g ~ GP(v, q) a.s. , specified by
v(y) = Em(X)[Y = y] a(y,y) =EkX, XY =y, Y =y (3.3)

Vy? y, € Y. Furthermore Q(yv yl) = <MX|Y:y7 IUX\Y:y’>k; a.s.

Intuitively, the CMP can be understood as a GP on the conditional means where its covariance ¢(y, y')
is induced by the similarity between the CMEs at y and 3. Resorting to the kernel ¢ defined on ),
we can reexpress the covariance using Hilbert space operators as q(y,y") = (Cxy 4y, Cxjyly)r. A

natural nonparametric estimate of the CMP covariance thus comes using the CMO estimator from
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(3.1 as 4(y,y) = Ly, ¥) (Lyy + NAIN) "' Kxx (Lyy + NAIy) ' A(y,1/). When m € Hy, the mean
function can be written as v/(y) = (px|y =, M)k for which we can also use an empirical estimate 7 (y) =
(y,y) (Lyy + NAI N)_1 & m. Finally, one can also quantify the covariance between the CMP g and its
integrand f, i.e. Cov(f(z),g(y)) = E[k(x, X)|Y = y]. Under the same assumptions as Proposition 3.3.2,
this covariance can be expressed using mean embeddings, i.e. Cov(f(z),9(y)) = (kz, tx|y=y)r and

admits empirical estimate k(z, x) (Lyy + NAIN) " £(y, ).

3.3.2 Deconditional Posterior

Given independent observations introduced above, D; = {x,y} and Dy = {y,z}, we may now consider
an additive noise model with CMP prior on aggregate observations z|y ~ N (g(y), o%I,). Let Qyy =
q(y,y) be the kernel matrix induced by ¢ on y and let Y := Cov(f(x),z) = <I>ICX|Y\II)~, be the
cross-covariance between f(x) and z. The joint normality of f(x) and z gives

f(x) g5~ N m(x) | Kix X . 3.4)

z v(y)| | YT Quy+o’lu

Using Gaussian conditioning, we can then readily derive the posterior distribution of the underlying GP
field f given the aggregate observations z corresponding to y. The latter can naturally be degenerated
if observations are paired, i.e. y = y. This formulation can be seen as an example of the inter-domain
GP [Rudner et al., 2020], where we utilise the observed conditional means z as inter-domain inducing

features for inference of f.

s a

Proposition 3.3.3 (Deconditional Posterior). Given aggregate observations z with homoscedastic
noise o2, the deconditional posterior of f is defined as the Gaussian process f|z ~ GP(mgq, kq)

where

ma(x) = m(z) + k; Cxy 5(Qyy + 0°In) "' (Z2 — v(¥)), 3.5)

k‘d(l‘, $/) = k‘(l‘, m’) = kICX\Y\IIS’(QS’S’ + O'ZIM)_I\I’;,FC;;W]%/. 3.6)

Substituting terms by their empirical forms, we can define a nonparametric estimate of the mq as

~

ha(z) == m(z) + k(z, x)A(Qgy + o’In) ' (Z — 0(3))) 3.7)
which, when m = 0, reduces to the DME-based estimator in (3.2) by taking the noise variance %2 as

the inverse regularization parameter. Hsu and Ramos [2019] recover a similar posterior mean expression
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in their Bayesian interpretation of DME. However, they do not link the distributions of f and its CMP,
which leads to much more complicated chained inference derivations combining fully Bayesian and MAP

estimates, while we naturally recover it using simple Gaussian conditioning.

Likewise, an empirical estimate of the deconditional covariance is given by

A~

ka(z,2') == k(x,2') — k(z, %) A(Qyy + 02In) LA T k(x, 2'). (3.8)

Interestingly, the latter can be rearranged to write as the difference between the original kernel and
kernel undergoing conditioning and deconditioning steps kq(, ') = k(z,z') — (ky, D X|yéx‘y]€x/> ke
This can be interpreted as a measure of reconstruction quality, which degenerates in the case of perfect

deconditioning, i.e. DX|YC’X|Y = Idy, .

3.3.3 Deconditioning and multiresolution data

Downscaling application would typically correspond to multiresolution data, with bag dataset *D; =
{("j,y;)} )., where "e; = {xgz) 7. In this setup, the mismatch in size between vector concatenations
X = [xgl) e :cg\?N )]T andy = [yl . yN} ! prevents from readily applying (3.1) to estimate the
CMO and thus infer the deconditional posterior. There is, however, a straightforward approach to alleviate
this: simply replicate bag-level covariates y; to match bags sizes n;. Although simple, this method
incurs a O((Zjvzl n;)®) computational cost due to matrix inversion in (3.1). Alternatively, since bags
ba:j are sampled from conditional distribution P X|y=y,» unbiased Monte Carlo estimators of CMEs are
given by fix|y—,, = nl—] S kmy) Let 1\7[y = [ixjy=y, - I X‘y:yN]T denote their concatenation
along columns. We can then rewrite the cross-covariance operator as Cxy = Ey [Exy[kx] ® fy] and
hence take %I\A/Iy\ll; as an estimate for Cxy. Substituting empirical forms into Cx|y = C X‘YC;%/ and
applying Woodbury identity, we obtain an alternative CMO estimator that only requires an inversion of a

N x N matrix. We call it Conditional Mean Shrinkage Operator and define it as
SCxly = My (Lyy + ANIy) '@ 3.9
xly = My(Lyy + N) TPy, (3.9)

This estimator can be seen as a generalisation of the Kernel Mean Shrinkage Estimator [Muandet et al.,
2016b] to the conditional case. We provide in Appendix A.4 modifications of (3.7) and (3.8) including

this estimator for the computation of the deconditional posterior.
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3.4 Deconditioning as a regression

In Section 3.3.2, we obtain a DMO-based estimate for the posterior mean of f|z. When the estimate
gets closer to the exact operator, the uncertainty collapses and the Bayesian view meets the frequentist.
It is however unclear how the empirical operators effectively converge in finite data size. Adopting an
alternative perspective, we now demonstrate that the DMO estimate can be obtained as the minimiser
of a two-staged vector-valued regression. This frequentist turn enables us to leverage rich theory of
vector-valued regression and establish under mild assumptions a convergence rate on the DMO estimator,
with conditions to fulfill minimax optimality in terms of statistical-computational efficiency. In the
following, we briefly review CMO’s vector-valued regression viewpoint and construct an analogous
regression problem for DMO. We refer the reader to Paulsen and Raghupathi [2016] for a comprehensive

overview of vector-valued RKHS theory.

Stage 1: Regressing the Conditional Mean Operator As first introduced by Griinewilder et al. [2012]
and generalized to infinite dimensional spaces by Singh et al. [2019], estimating C)TQY is equivalent
to solving a vector-valued kernel ridge regression problem in the hypothesis space of Hilbert-Schmidt
operators from Hy, to H,, denoted as HS(Hy, H¢). Specifically, we may consider the operator-valued
kernel defined over Hy, as T'(f, f') := (f, f)x Idy,. We denote Hr the H,-valued RKHS spanned by I'

with norm | -

r, which can be identified to HS(Hy,, H,). Singh et al. [2019] frame CMO regression as the
minimisation surrogate discrepancy &(C) := E [|kx — C Tty 2], to which they substitute an empirical
regularised version restricted to #r given by &(C) := + Z,fil |k, — C Ty, |2 + A|C|2. This Hy-valued
kernel ridge regression problem admits a closed-form minimiser which shares the same empirical form as

the CMO, i.e. C’)T(‘Y = arg mincey, éC(C’) [Griinewilder et al., 2012, Singh et al., 2019].

Stage 2 : Regressing the Deconditional Mean Operator The DMO on the other hand is defined
as the operator Dy |y : Hi — Hg such that Vf € Hy, D)T(|YC)—E|Y f = f. Since deconditioning
corresponds to finding a pseudo-inverse to the CMO, it is natural to consider a reconstruction objective
(D) = E WY — DCX|y€y]ﬂ. Introducing a novel characterization of the DMO, we propose to
minimise this objective in the hypothesis space of Hilbert-Schmidt operators HS(Hy,, H,) which identifies
to Hr. As per above, we denote C x|y the empirical CMO learnt in Stage 1, and we substitute the loss

with an empirical regularised formulation on Hrp

M

A 1 ~

Ea(D) =+ > |6z, — DCxyly, |7 +¢lDI}  DeHr >0 (3.10)
j=1
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Proposition 3.4.1 (Empirical DMO as vector-valued regressor). The minimiser of the empirical

reconstruction risk is the empirical DMO, i.e. D X|y = arg minpe. c‘fd(D)

Since it requires estimating the CMO first, minimising (3.10) can be viewed as a two-staged vector value

regression problem.

Convergence results Following the footsteps of Szabé et al. [2016] and Singh et al. [2019], this
perspective enables us to state the performance of the DMO estimate in terms of asymptotic convergence
of the objective £;5. As in Caponnetto and De Vito [2007], we must restrict the class of probability
measure for Pyy and Py to ensure uniform convergence even when 7, is infinite-dimensional. The
family of distribution considered is a general class of priors that do not assume parametric distributions
and is parametrized by two variables: b > 1 controls the effective input dimension and ¢ €]1, 2] controls
functional smoothness. Mild regularity assumptions are also placed on the original spaces X', ), their
corresponding RKHS #j,, H, and the vector-valued RKHS H. We discuss these assumptions in detail in
Appendix A.5. Importantly, while H, can be infinite-dimensional, we nonetheless have to assume the
RKHS H, is finite-dimensional. This is to ensure during the derivation of the bounds, the trace of some

operators in H, does not blow up to infinity. In further research, we hope to relax this assumption.

Theorem 3.4.2 (Empirical DMO Convergence Rate). Denote Dp,, = arg minpeyy. £4(D). As-
sume assumptions stated in Appendix A.5 are satisfied. In particular, let (b, c) and (0, ) be the
parameters of the restricted class of distribution for Py and Pxy respectively and let v €]0,1]

1 a(c/+1)
be the Holder continuity exponent in Hr. Then, if we choose A = N 7+1, N = M «(<'=1) where

a > 0, we have the following result,

o Ifa <% then £4(Dyjy) — Ea(Dpy) = O(M 1) with € = M1

be+1
b(c+1) ~ _ . —bc . . _—b_
* Ifa> 57, then E4(Dx|y) — Ea(Dpy ) = O(M?bet1) with € = M beiT

This theorem underlines a trade-off between the computational and statistical efficiency with respect

b(c+1)

to the datasets cardinalities N = |D1|, M = |D;| and the problem difficulty b, c,c’. For a < 35,

smaller a means less samples from D; at fixed M and thus computational savings. But it also hampers

b(c+1)
bc+1

convergence, resulting in reduced statistical efficiency. At a = < 2, the convergence rate is
a minimax computational-statistical efficiency optimal, i.e. convergence rate is optimal with smallest
possible M. We note that at this optimal, N > M and which means fewer samples are required from

Ds.a > bégﬂ) does not improve the convergence rate but only increases the size of D; and hence the

computational cost it bears.
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3.5 Deconditional Downscaling Experiments

We demonstrate and evaluate our CMP-based downscaling approaches on both synthetic experiments
and a challenging atmospheric temperature field downscaling problem with unmatched multi-resolution
data. We denote the exact CMP deconditional posterior as CMP, the CMP using with efficient shrinkage
CMO estimation as S-CMP and the variational formulation as VARCMP. They are compared against
VBAGG [Law et al., 2018c] — which we describe below — and a GP regression [Rasmussen and Williams,
2005b] baseline (GPR) modified to take bags centroids as the input. Experiments are implemented in
PyTorch [Paszke et al., 2019, Gardner et al., 2018], all code and datasets are made available here and

computational details are provided in Appendix A.6.

Variational Aggregate Learning VBAGG is introduced by Law et al. [2018c] as a variational aggregate
learning framework to disaggregate exponential family models, with emphasis on the Poisson family.
We consider its application to the Gaussian family, which models the relationship between aggregate
targets z; and bag covariates {:cgl) }i by bag-wise averaging of a GP prior on the function of interest. In
fact, the Gaussian VBAGG corresponds exactly to a special case of CMP on matched data, where the bag
covariates are simply one hot encoded indices with kernel £(j, j') = §(j, j') where 4 is the Kronecker
delta. However, VBAGG cannot handle unmatched data as bag indices do not instill the smoothness that is
used for mediation. For fair analysis, we compare variational methods VARCMP and VBAGG together, and

exact methods CMP/S-CMP to an exact version of VBAGG, which we implement and refer to as BAGG-GP.

3.5.1 Swiss Roll

The scikit-learn [Pedregosa et al., 2011] swiss roll manifold sampling function allows to generate a 3D
manifold of points z € R? mapped with their position along the manifold ¢ € R. Our objective will
be to recover ¢ for each point x by only observing ¢ at an aggregate level. In the first experiment, we
compare our model to existing weakly supervised spatial disaggregation methods when all high-resolution
covariates are matched with a coarse-level aggregate target. We then proceed to withdraw this requirement

in a companion experiment.

3.5.1.1 Direct matching

Experimental Setup Inspired by the experimental setup from Law et al. [2018c], we regularly split
space along height B — 1 times as depicted in Figure 3.2 and group together manifold points within each
height level, hence mixing together points with very different positions on the manifold. We obtain bags

of samples {(bwj, tj)}B

j=1 Where the 4™ bag contains n; points ba:j = {a:y) ZL;I and their corresponding
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Figure 3.2: Step 1: Split space regularly along height. Step 2: Group points into height-level bags. Step
3: Average points targets into bag-level aggregate targets.

Table 3.1: RMSE of the swissroll experiment for models trained over directly and indirectly matched
datasets ; scores averaged over 20 seeds and 1 standard deviation is reported ; * indicates our proposed
methods.

Matching  CcMP* S-CMP*  VARCMP* BAGG-GP VBAGG GPR

Direct 0.33+00s 0.25 4004  0.18+004 0.60+001  0.22+004  0.70=+0.05
Indirect  0.80+014 1.05+004  0.87+007 1.132011 1.464034 1.04+00s

nj
1=

targets t; = {t;i)} 1- We then construct bag aggregate targets by taking noisy bag targets average

zj = n—lj S tg-i) + €, where € ~ N(0,0%). We thus obtain matched weakly supervised bag learning
dataset D° = {(‘z;, zj)}le. Since each bag corresponds to a height-level, the center altitude of each
height split y; € R is a natural candidate bag-level covariate that informs on relative positions of the bags.
We can augment the above dataset as D = {(’z;, y;, zj)}Jle. Using these bag datasets, we now wish to

downscale aggregate targets z; to recover the unobserved manifold locations {t;} szl and be able to query

the target at any previously unseen input x.

Models We use a zero-mean prior on f and choose a Gaussian kernel for k£ and ¢. Inducing points
location is initialized with K-means++ procedure for VARCMP and VBAGG such that they spread evenly
across the manifold. For exact methods, kernel hyperparameters and noise variance o2 are learnt on D
by optimising the marginal likelihood. For VARCMP, they are learnt jointly with variational distribution
parameters by maximising an evidence lower bound objective. While CMP-based methods can leverage
bag-level covariates y;, baselines are restricted to learn from D°. Adam optimiser [Kingma and Ba, 2015]

is used in all experiments.

Results We test models against unobserved groundtruth {t; }szl by evaluating the root mean square

error (RMSE) to the posterior mean. Table 3.1 shows that CMP, S-CMP and VARCMP outperform
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their corresponding counterparts i.e. BAGG-GP and VBAGG, with statistical significance confirmed by
a Wilcoxon signed-rank test in Appendix A.6. Most notably, this shows that the additional knowledge
on bag-level dependence instilled by /¢ is reflected even in a setting where each bag is matched with an

aggregate target.

3.5.1.2 Indirect matching

Experimental Setup We now impose indirect matching through mediating variable y;. We randomly
select N = L%j bags which we consider to be the NV first ones without loss of generality and split D into
Dy = {(%;,v)) é\le and Dy = {(y;, ,%j)}f:_lN = {(yn+js ZN+j)}jB:_1N, such that no pair of covariates

bag ba:j and aggregate target Z; are jointly observed.

Models CMP-based methods are naturally able to learn from this setting and are trained by independently
drawing samples from D; and D,. Baseline methods however require bags of covariates to be matched
with an aggregate bag target. To remedy this, we place a separate prior g ~ GP(0, ¢) and fit regression
model Z; = g(g;) + €; over Dy. We then use the predictive posterior mean to augment the first dataset as

D = {(%z;,E[g(y;)| D)) }jvzl This dataset can then be used to train BAGG-GP, VBAGG and GPR.

Results For comparison, we use the same evaluation as in the direct matching experiment. Table 3.1
underlines an anticipated drop in RMSE for all models, but we observe that BAGG-GP and VBAGG suffer
most from the mediated matching of the dataset while CMP and VARCMP report best scores by a substantial
margin. This highlights how using a separate prior on g to mediate D7 and D5 turns out to be suboptimal
in contrast to using the prior naturally implied by CMP. While it is more computationally efficient than

CMP, we observe a relative drop in performance for S-CMP.

3.5.2 Mediated downscaling of atmospheric temperature

Given the large diversity of sources and formats of remote sensing and model data, expecting directly
matched observations is often unrealistic [Watson-Parris et al., 2016]. For example, two distinct satellite
products will often provide low and high resolution imagery that can be matched neither spatially
nor temporally [Remer et al., 2005, Platnick et al., 2003, Stephens et al., 2002, Barnes et al., 1998].
Climate simulations [Flato, 2011, Scholze et al., 2012, Eyring et al., 2016] on the other hand provide
a comprehensive coarse resolution coverage of meteorological variables that can serve as a mediating

dataset.

For the purpose of demonstration, we create an experimental setup inspired by this problem using Coupled

Model Intercomparison Project Phase 6 (CMIP6) [Eyring et al., 2016] simulation data. This grants us

26



DECONDITIONAL DOWNSCALING WITH GAUSSIAN PROCESSES

Observed T'® Groundtruth THR  Deconditional Mean 95% Confidence region

Figure 3.3: Left: High-resolution atmoshperic covariates used for prediction; Center-Left: Observed low-
resolution temperature field, grey pixels are unobserved; Center Unobserved high-resolution groundtruth
temperature field; Center-Right: VARCMP deconditional posterior mean; Right 95% confidence region
size on prediction; temperature values are in Kelvin.

access to groundtruth high-resolution covariates to facilitate model evaluation.

Experimental Setup We collect monthly mean 2D atmospheric fields simulation from CMIP6 data [Roberts,
2018 v20180730, Voldoire, 2019 v20190221] for the following variables: air temperature at cloud top (T),
mean cloud top pressure (P), total cloud cover (TCC) and cloud albedo («). First, we collocate TCC and «
onto an HR latitude-longitude grid of size 360 x 720 to obtain fine-grained fields (latitude"R, longitude!R,
altitudet'®, TCCHR | o) augmented with a static HR surface altitude field. Then we collocate P and T
onto an LR grid of size 21x42 to obtain coarse-grained fields (latitude'®, longitude™®, PR, TIR) We

denote by B the number of low-resolution pixels.

Our objective is to disaggregate T'R to the HR fields granularity. We assimilate the j® coarse temperature
pixel to an aggregate target z; := T%R corresponding to bag j. Each bag includes HR covariates

bp; = {:cgl)}:’i | = {(latitude?R(i), longitude;{R(i), altitude?R(i), TCCHR®

T Q?R(i))}?i 1- To emulate

unmatched observations, we randomly select N = |5 | of the bags {%; };V:1 and keep the opposite

half of LR observations {zn.; }f:_lN , such that there is no single aggregate bag target that corresponds
to one of the available bags. Finally, we choose the pressure field PR as the mediating variable. We
hence compose a third party low resolution field of bag-level covariates y; := (latitudejL.R, longitude;‘R,

P;-“R) which can separately be matched with both above sets to obtain datasets D = {(x;, yj)}j-vzl and
N

Dy = {(§5, )" = {(yvgs ave)
Models Setup We only consider variational methods to scale to a large number of pixels. VARCMP
is naturally able to learn from indirectly matched data. We use a Matérn-1.5 kernel for rough spatial
covariates (latitude, longitude) and a Gaussian kernel for atmospheric covariates (P, TCC, «) and surface
altitude. k£ and ¢ are both taken as sums of Matérn and Gaussian kernels, and their hyperparameters are
learnt along with noise variance during training. A high-resolution noise term is also introduced, with

details provided in Appendix A.6. Inducing points locations are uniformly initialized across the HR grid.
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Table 3.2: Downscaling similarity scores of posterior mean against groundtruth high resolution cloud
top temperature field ; averaged over 10 seeds; we report 1 standard deviation ; “}”: lower is better ; “1”:
higher is better.

Model RMSE| MAE| Corr. 1 SSIM 1

VARGPR 8.02+028 5.55+0.17 0.831+0.012 0.212+0.011
VBAGG 8.25+0.15 5.82+0.11  0.821+0.006  0.182+0.004
VARCMP 7.40+025 5.34+022 0.848+0.011 0.212+0.013

We replace GPR with an inducing point variational counterpart VARGPR [Titsias, 2009]. Since baseline
methods require a matched dataset, we proceed as with the unmatched swiss roll experiment and fit a GP
regression model g with kernel £ on D5 and then use its predictive posterior mean to obtain pseudo-targets

for the bags of HR covariates from D;.

Results Performance is evaluated by comparing downscaling deconditional posterior mean against
original high-resolution field THR available in CMIP6 data [Voldoire, 2019 v20190221], which we
emphasise is never observed. We use random Fourier features [Rahimi et al., 2007] approximation of kernel
k to scale kernel evaluation to the HR covariates grid during testing. As reported in Table 3.2, VARCMP
substantially outperforms both baselines with statistical significance provided in Appendix A.6. Figure 3.3
shows the reconstructed image with VARCMP, plots for other methods are included in the Appendix A.6.
The model resolves statistical patterns from HR covariates into coarse resolution temperature pixels,

henceforth reconstructing a faithful HR version of the temperature field.

3.6 Discussion

We introduced a scalable Bayesian solution to the mediated statistical downscaling problem, which
handles unmatched multi-resolution data. The proposed approach combines Gaussian Processes with
the framework of deconditioning using RKHSs and recovers previous approaches as its special cases.
We provided convergence rates for the associated deconditioning operator. Finally, we demonstrated the
advantages over spatial disaggregation baselines in synthetic data and in a challenging atmospheric field

downscaling problem.

In future work, exploring theoretical guarantees of the computationally efficient shrinkage formulation in
a multi-resolution setting and relaxing finite dimensionality assumptions for the convergence rate will
have fruitful practical and theoretical implications. Further directions also open up to quantify uncertainty
over the deconditional posterior since it is computed using empirical estimates of the CMP covariance.

This may be problematic if the mediating variable undergoes covariate shift between the two datasets.
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4| Uncertainty Quantification for Causal Data Fusion

This chapter is based on the following paper:

Siu Lun Chau*, Jean-Francois Ton*, Javier Gonzalez, Yee Whye Teh, and Dino Sejdinovic.
“BayesIMP: Uncertainty Quantification for Causal Data Fusion.” Advances in Neural Information

Processing Systems (NeurIPS), 2021

Abstract

While causal models are becoming one of the mainstays of machine learning, the problem of uncertainty
quantification in causal inference remains challenging. In this chapter, we study the causal data fusion
problem, where datasets pertaining to multiple causal graphs are combined to estimate the average
treatment effect of a target variable. As data arises from multiple sources and can vary in quality and
quantity, principled uncertainty quantification becomes essential. To that end, we introduce Bayesian
Interventional Mean Processes, a framework that combines ideas from probabilistic integration and kernel
mean embeddings to represent interventional distributions in the reproducing kernel Hilbert space while
taking into account the uncertainty within each causal graph. To demonstrate the utility of our uncertainty
estimation, we apply our method to the Causal Bayesian Optimisation task and show improvements over

state-of-the-art methods.
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4.1 Introduction

Causal inference has seen a significant surge of research interest in areas such as healthcare [Thompson,
2019], ecology [Courtney et al., 2017], and optimisation [Aglietti et al., 2020a]. However, data fusion, the
problem of merging information from multiple data sources, has received limited attention in the context
of causal modelling, yet presents significant potential benefits for practical situations [Meng et al., 2020,
Singh et al., 2019]. In this work, we consider a causal data fusion problem where two causal graphs are
combined for the purposes of inference of a target variable (see Fig. 4.1). In particular, our goal is to
quantify the uncertainty under such a setup and determine the level of confidence in our treatment effect

estimates.

BMI Cancer Aspirin Gleason Target Variable

Cancer Volume
|:| Mediating Variable
O/ I:] Treatment Variable

PSA Confounding Variable

Figure 4.1: Example problem setup: Causal graphs collected in two separate medical studies i.e. [Ferro
et al., 2015] and [Stamey et al., 1989]. Arrows are pointed from cause to effect variables, and dotted
arrows denoted unobserved confounding effect. (Left) D; : Data describing the causal relationships
between statin level and Prostate Specific Antigen (PSA). (Right) Dy : Data from a prostate cancer study
for patients about to receive a radical prostatectomy. Goal: Model E[Cancer Volume|do(Statin)] while
also quantifying its uncertainty.

Let us consider the motivating example in Fig. 4.1, where a medical practitioner is investigating how
prostate cancer volume is affected by a statin drug dosage. We consider the case where the doctor only
has access to two separate medical studies describing the quantities of interest. On one hand, we have
observational data, from one medical study D; [Thompson, 2019], describing the causal relationship
between statin level and prostate specific antigen (PSA), and on the other hand, we have observational
data, from a second study D, [Stamey et al., 1989], that looked into the link between PSA level and
prostate cancer volume. The goal is to model the interventional effect between our target variable
(cancer volume) and the treatment variable (statin). This problem setting is different from the standard

observational scenario as it comes with the following challenges:

* Unmatched data: Our goal is to estimate E[cancer volume|do(statin)] but the observed cancer

volume is not paired with statin dosage. Instead, they are related via a mediating variable PSA.

» Uncertainty quantification: The two studies may be of different data quantity/quality. Furthermore,

a covariate shift in the mediating variable, i.e. a difference between its distributions in two datasets,
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may cause inaccurate extrapolation. Hence, we need to account for uncertainty in both datasets.

Formally, let X be the treatment (Statin), Y be the mediating variable (PSA) and T our target (cancer
volume), and our aim is to estimate E[T'|do(X)]. The problem of unmatched data in a similar context has
been previously considered by [Singh et al., 2019] using a two-staged regression approach (X — Y and
Y — T). However, uncertainty quantification, despite being essential if our estimates of interventional
effects will guide decision-making, has not been previously explored. In particular, it is crucial to quantify
the uncertainty in both stages as this takes into account the lack of data in specific parts of the space. Given
that we are using different datasets for each stage, there are also two sources of epistemic uncertainties
(due to lack of data) as well as two sources of aleatoric uncertainties (due to inherent randomness in Y and
T) [Hiillermeier and Waegeman, 2021] . It is thus natural to consider regression models based on Gaussian
Processes (GP) [Rasmussen and Williams, 2005a], as they are able to model both types of uncertainties.
However, as GPs, or any other standard regression models, are designed to model conditional expectations
only and will fail to capture the underlying distributions of interest (e.g. if there is multimodality in Y as
discussed in Ton et al. [2021a]). This is undesirable since, as we will see, interventional effect estimation
requires accurate estimates of distributions. While one could in principle resort to density estimation
methods, this becomes challenging since we typically deal with a number of conditional/ interventional

densities.

In this chapter, we introduce the framework of Bayesian Interventional Mean Processes (BAYESIMP) to
circumvent the challenges in the causal data fusion setting described above. BAYESIMP considers kernel
mean embeddings [Muandet et al., 2017] for representing distributions in a reproducing kernel Hilbert
space (RKHS), in which the whole arsenal of kernel methods can be extended to probabilistic inference
(e.g. kernel Bayes rule [Fukumizu et al., 2010], hypothesis testing [Zhang et al., 2018], distribution
regression [Law et al., 2018b]). Specifically, BAYESIMP uses kernel mean embeddings to represent
the interventional distributions and to analytically marginalise out Y, hence accounting for aleatoric
uncertainties. Further, BAYESIMP uses GPs to estimate the required kernel mean embeddings from
data in a Bayesian manner, which allows to quantify the epistemic uncertainties when representing the
interventional distributions. To illustrate the quality of our uncertainty estimates, we apply BAYESIMP to
Causal Bayesian Optimisation [Aglietti et al., 2020b], an efficient heuristic to optimise objective functions

of the form z* = arg min,c y E[T'|do(X) = z]. Our contributions are summarised below:

1. We propose a novel Bayesian Learning of Conditional Mean Embedding (BAYESCME) that allows

us to estimate conditional mean embeddings in a Bayesian framework.

2. Using BAYESCME, we propose a novel Bayesian Interventional Mean Process (BAYESIMP) that
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Figure 4.2: A general two stage causal learning setup.

allows us to model interventional effect across causal graphs without explicit density estimation,

while obtaining uncertainty estimates for E[T|do(X) = z].

3. We apply BAYESIMP to Causal Bayesian Optimisation, a problem introduced in Aglietti et al.

[2020b] and show significant improvements over existing state-of-the-art methods.

Note that Bareinboim and Pearl [2016] also considered a causal fusion problem but with a different
objective. They focused on extrapolating experimental findings across treatment domains, i.e. inferring
E[Y | do(X)] when only data from p(Y | do(S)) is observed, where S is some other treatment variable.
In contrast, we focus on modelling combined causal graphs, with a strong emphasis on uncertainty
quantification. While Singh et al. [2020] considered mapping interventional distributions in the RKHS
to model quantities such as E[T" | do(X)], they only considered a frequentist approach, which does not

account for epistemic uncertainties.

Notations. We denote X, Y, Z as random variables taking values in the non-empty sets X', ) and Z
respectively. Let &, : X x & — R be positive definite kernels on X with an associated RKHS H,,. The

corresponding canonical feature map k. (2, -) is denoted as ¢, (z’). Analogously for Y and Z.

In the simplest setting, we observe i.i.d samples D; = {z;, v, zz}f\il from joint distribution P xy-z which
we concatenate into vectors X := [x1,...,Z N]T. Similarly for y and z. For this work, X is referred as
treatment variable, Y as mediating variable and Z as adjustment variables accounting for confounding
effects. With an abuse of notation', features matrices are defined by stacking feature maps along the
columns, i.e @y := [, (21), ..., ¢ (xn)]. We denote the Gram matrix as Ky := @ ®, and the vector

of evaluations k,x as [k;(x,21), ..., kz(x, xn)]. We define ®y,, ®, analogously for y and z.

Lastly, we denote 7' = f(Y') + € as our target variable, which is modelled as some noisy evaluation of a
function f : ) — T on Y while € being some random noise. For our problem setup we observe a second
dataset of 1.i.d realisations Dy = {yjj, t; }jj\il from the joint Py independent of D;. Again, we define

Y :=1[1,...ar]" and t := [ty,...,tas] " just like for D;. See Fig. 4.2 for illustration.

"because we are stacking infinite dimensinoal vectors and representing them as matrices.
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Z

Figure 4.3: (Top) Backdoor adjustment (Bottom) Front-door adjustment, dashed edges denote unobserved
confounders.

4.2 Background

Representing interventional distributions in an RKHS? has been explored in different contexts [Muandet
et al., 2018, Singh et al., 2020, Mitrovic et al., 2018]. In particular, when the treatment is continuous,
Singh et al. [2020] introduced the Interventional Mean Embeddings (IMEs) to model densities in an
RKHS by utilising smoothness across treatments. Given that IME is an important building block to our
contribution, we give it a detailed review by first introducing the key concepts of do-calculus [Pearl, 1995]

and conditional mean embeddings [Song et al., 2013].

4.2.1 Interventional distribution and do-calculus

In this work, we consider the structural causal model [Pearl, 1995] (SCM) framework, where a causal
directed acyclic graph (DAG) G is given and encodes knowledge of existing causal mechanisms amongst
the variables in terms of conditional independencies. Given random variables X and Y, a central
question in interventional inference [Pearl, 1995] is to estimate the distribution p(Y |do(X) = z), where
{do(X) = x} represents an intervention on X whose value is set to x. Note that this quantity is not
directly observed given that we are usually only given observational data, i.e, data sampled from the
conditional p(Y'| X') but not from the interventional density p(Y'|do(X)). However, Pearl developed do-
calculus which allows us to estimate interventional distributions from purely observational distributions
under the identifiability assumption. Here we present the backdoor and front-door adjustments, which are

the fundamental components of DAG-based causal inference.

The backdoor adjustment is applicable when there are observed confounding variables Z between the
cause X and the effect Y (see Fig. 4.3 (Top)). In order to correct for this confounding bias we can use the

following equation, adjusting for Z as p(Y'|do(X) = x) = [, p(Y|X = z, 2)p(2)dz.

The front-door adjustment applies to cases when confounders are unobserved (see Fig. 4.3 (Bottom)).

>We refer the reader to a detailed review of RKHS methods provided in the Appendix of Singh et al. [2019]
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Given a set of front-door adjustment variables Z, we can again correct the estimate for the causal effect

from X to Y with p(Y|do(X) = z) = [ [ p(Y]2', 2)p(2| X = z)p(a’)dz’dz.

We rewrite the above formulae in a more general form as we show below.

p(Y|do(X) = z) = Eq, [p(V]Q)] = / P(Y |90 p(20)d2% @1

For backdoor we have Q, = {X = 2z, Z} and p(Q2;) = 6,p(Z) where §, is the Dirac measure at X = z.
For front-door, 2, = {X’, Z} and p(Q,) = p(X')p(Z| X = z).

4.2.2 Conditional Mean Embeddings

Kernel mean embeddings of distributions provide a powerful framework for representing probability
distributions [Muandet et al., 2017, Song et al., 2013] in an RKHS. In particular, we work with conditional
mean embeddings (CMESs) in this chapter. Given random variables X, Y with joint distribution P xv-, the

conditional mean embedding with respect to the conditional density p(Y'|X = x), is defined as:

By x=z = By |x=z[dy(Y)] = /yéf)y(?J)P(MX = x)dy (4.2)

CMEs allow us to represent the distribution p(Y'|X = z) as an element jiy|x—, in the RKHS Hy,
without having to model the densities explicitly. Following Song et al. [2013], CMES can be associated
with a Hilbert-Schmidt operator Cy|x : Hy, — Hg,, known as the conditional mean embedding operator,
which satisfies py|x—, = Cy|x¢«(x) where Cy|x = CYXC;(%( with Cy x = Ey x[¢y(Y) ® ¢z (X)]
and Cxx = Ex x[¢z(X) ® ¢-(X)] being the covariance operators. As a result, the finite sample

estimator of Cy| x based on the dataset {x, y} can be written as:
Cyix = Py (Kxx + M) '@ (4.3)

where A > 0 is a regularization parameter. Note that from Eq. 4.3, Griinewilder et al. [2012] showed that
the CME can be interpreted as a vector-valued kernel ridge regressor (V-KRR) i.e. ¢, () is regressed to
an element in Hg, . This is crucial as CMEs allow us to turn the integration, in Eq. 4.2, into a regression
task and hence remove the need for explicit density estimation. This insight is important as it allows us to
derive analytic forms for our algorithms. Furthermore, the regression formalism of CMEs motivated us to

derive a Bayesian version of CME using vector-valued Gaussian Processes (V-GP), see Sec.4.3.
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4.2.3 Interventional Mean Embeddings

Interventional Mean Embeddings (IME) [Singh et al., 2020] combine the above ideas to represent inter-
ventional distributions in RKHSs. We derive the front-door adjustment embedding here, but the backdoor
adjustment follows analogously. Denote tiy|4o(x)=, as the IME corresponding to the interventional

distribution p(Y'|do(X) = z), which can be written as:

1Y |do( X /% p(yldo(X dy—// /<z5y pyle, Z)dy> p(z|z)p(a’)dzdx’

CME py | x=z,7=2

using the front-door formula with adjustment variable Z, and rearranging the integrals. By definition of

CME [ ¢, (y)p(yla’, 2)dy = Cy|x z(¢=(z") @ $~(2)) and linearity of integration, we have

=Cy|x,z / Gu (2 "da' ®/ ¢.(2)p(z|x) dZ) = Cyx,z (1x @ pzx=s)

—MX =HZ|X =z

Using notations from Sec.4.2.1, embedding interventional distributions into an RKHS is as follows.

Proposition 4.2.1. Given an identifiable do-density of the form p(Y|do(X) = z) =

Eq, [p(Y|Q2:)], the general form of the empirical interventional mean embedding is given by,
Py ldo(x)=2 = Py (Kq, + A1) "' ®q, (2)" (4.4)

where Ko, = Kxx © Kzz and ®q,(x) is derived depending on p(S);). In particular, for
backdoor adjustments, @gj) (z) = @ kx(x,-) © ®L 1, and for front-door @gj) (z) =P ix ®

q)}ﬂZ\X:x'

4.3 Our Proposed Method

Frequentist

Models Fry\ao(x) fas KRR METHODS Stage 1  Stage 2
e @ o IME [Singhetal., 2020] KRR KRR
IMP (Ours) KRR  GP
ayesan BAYESIME (Ours) GP KRR
oo oI BAYESIMP (Ours) GP  GP
Stage 1 Stage 2

Figure 4.4: Two-stage causal learning problem Table 4.1: Summary of our proposed methods
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Two-stage Causal Learning. Given two independent datasets D1 = {(x;, 2;, yz)}f\i , and Dy =
{(95, tj)}jj\/il, our goal is to model the average treatment effect in 7" when intervening on variable
X, i.e. model g(x) = E[T'|do(X) = x]. Note that the target variable 7" and the treatment variable X are
never jointly observed. Rather, they are linked via a mediating variable Y observed in both datasets. In

our problem setting, we make the following two assumptions:

Al The treatment only affects the target through the mediating variable, i.e 7" 1L do(X)|Y —
P(T|do(X),Y) = p(T|Y), in other words, that in the true data generating model P(X, Y, Z,

T), all causal paths from X to T are mediated through Y.
A2 Function f given by f(y) = E[T|Y = y] belongs to an RKHS >

We can thus express the average treatment effect as:

g(z) = E[T|do(X) = 2] = / E[T|do(X) = 2, Y = y] plyldo(X) = x)dy “5)
=E[T|Y =y], since TlLdo(X)|Y
/f (yldo(X) = z)dy = (f, tiy|do(x)=2) Hy, - (4.6)

The final expression decomposes the problem of estimating g into that of estimating the IME 1y |4(x)
(which can be done using D1 ) and that of estimating the integrand f : )V — T (which can be done using
Ds). Each of these two components can either be estimated using a GP or KRR approach (See Table
4.1). Furthermore, the reformulation as an RKHS inner product is crucial, as it circumvents the need for
density estimation as well as the need for subsequent integration in Eq. 4.6. Rather, the main parts of the
task can now be viewed as two instances of regression (recall that mean embeddings can be viewed as

vector-valued regression).

To model g and quantify its uncertainty, we propose 3 GP-based approaches. While the first 2 methods,
Interventional Mean Process (IMP) and Bayesian Interventional Mean Embedding (BAYESIME) are
novel derivations that allow us to quantify uncertainty from either one of the datasets, we treat them as
intermediate yet necessary steps to derive our main algorithm, Bayesian Interventional Mean Process
(BAYESIMP), which allows us to quantify uncertainty from both sources in a principled way. For a

summary of the methods, see Fig. 4.4 and Table 4.1. All derivations are included in the appendix.

Interventional Mean Process:  Firstly, we train f as a GP using D2 and model p1y|go(x)=z 8 V-KRR

using D;. By drawing parallels to Bayesian quadrature [Briol et al., 2019] and conditional mean process

3We note that this two-stage setup resembles Instrumental Variable [Muandet et al., 2019] (IV) regression. However, our
general setup allows the IV and the treatment to be confounded, which is not the case in standard IV regression.
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introduced in Chau et al. [2021a], the integral of interest g(z) = [ f(y)p(y|do(X) = z)dy will be a GP
indexed by the treatment variable X. We can then use the empirical embedding [ty |4,(x) learnt in D; to

obtain an analytic mean and covariance of g.

Bayesian Interventional Mean Embedding: Next, to account for the uncertainty from D;, we model f
as a KRR and gy |go(x)=7 using a V-GP. We introduce our novel Bayesian Learning of Conditional Mean
Embeddings (BAYESCME), which uses a nuclear dominant kernel [Luki¢ and Beder, 2001] construction,
similar to Flaxman et al. [2016], to ensure that the inner product (f, Ky |do X):z> is well-defined. As the
embedding is a GP, the resulting inner product is also a GP and hence takes into account the uncertainty

in D;.(See Prop. 4.3.3).

Bayesian Interventional Mean Process: Lastly, in order to account for uncertainties coming from
both D; and D2, we combine ideas from the above IMP and BAYESIME. We place GPs on both f and
[y|do(x) @nd use their inner product to model E[T" | do(X)]. Interestingly, the resulting uncertainty
can be interpreted as the sum of uncertainties coming from IMP and BAYESIME with an additional

interaction term (See Prop. 4.3.4).

4.3.1 Interventional Mean Process

Firstly, we consider the case where f is modelled using a GP and py|40(x)=, using a V-KRR. This
allows us to take into account the uncertainty from Dy by modelling the relationship between Y and T’
using a GP. Drawing parallels to Bayesian quadrature [Briol et al., 2019] where integrating f with respect
to a marginal measure results in a Gaussian random variable, we integrate f with respect to a conditional
measure, thus resulting in a GP indexed by the conditioning variable. Note that Chau et al. [2021a] studied
this GP in a non-causal setting, for a very specific downscaling problem. In this work, we extend their
approach to model uncertainty in the causal setting. The resulting mean and covariance are then estimated

analytically, i.e. without integrals, using the empirical IME fiy|4,(x) learnt from Dj, see Prop. 4.3.1.

37



UNCERTAINTY QUANTIFICATION FOR CAUSAL DATA FUSION

Proposition 4.3.1 (IMP). Given dataset Dy = {(x;,yi, zi) };-; and Dy = {(4;,t;)}}L,, if f is
the posterior GP learnt from Ds, then g = [ f(y)p(y|do(X))dy is a GP GP(mq, k1) defined on

the treatment variable X with the following mean and covariance estimated using fly|qo(x) »

m1(z) = (fiy|do(z), Mf)Hy, = P ()" (Ko, + M) "' Kyg(Kgg + A\f) ™'t 4.7
F1(%, ') = Doy go(ay By 1doe’) — ¥ (do(z) @3 sy + A1) T @ fiy jao(ar) (4.8)
= ®q, (v) " (Kq, + \) " Kyy(Kq, + M) 1®q,(2') (4.9)

where [iy|do(z) = By |do(X)=z> Kyy = @;—‘@y, my and f(yy are the posterior mean function and
covariance of f evaluated at'y respectively. \ > 0 is the regularisation of the CME. Ay > 0 is the

noise term for GP f. S, is the set of variables as specified in Prop. 4.2.1.

Summary: The posterior covariance between z and z’ in IMP can be interpreted as the similarity between
their corresponding empirical IMES [iy|4o(x )= and fiy|go(x)=z Weighted by the posterior covariance
K yy» wWhere the latter corresponds to the uncertainty when modelling f as a GP in D2. However, since
f only considers uncertainty in D, we need to develop a method that allows us to quantify uncertainty

when learning the IME from D;. In the next section, we introduce a Bayesian version of CME, which

then lead to BAYESIME, a remedy to this problem.

4.3.2 Bayesian Interventional Mean Embedding

To account for the uncertainty in D; when estimating (iy|4o(x), We consider a GP model for CME, and
later extend to the interventional embedding IME. We note that Bayesian formulation of CMEs has also

been considered in Hsu et al. [2018], but with a specific focus on discrete target spaces.

Bayesian learning of conditional mean embeddings with V-GP. As mentioned in Sec. 4.2, CMEs
have a clear "feature-to-feature" regression perspective, i.e. E[¢,(Y)|X = z] is the result of regressing

¢y(Y') onto ¢,(X). Hence, we consider a vector-valued GP construction to estimate the CME.

Let pgp(z,y) be a GP that models py|x—,(y). Given that f € Hy,, for (f, pgy(@,-))2,, to be well-
defined, we need to ensure fig,(, -) is also restricted to Hy,, for any fixed . Consequently, we cannot
define a GP(0, k, ® k) prior on /i, as usual, as draws from such prior will almost surely fall outside
Hi, @ Hy, [Luki¢ and Beder, 2001]. Instead, we define a prior over yig, ~ GP(0, ky ® ry), where
ry is a nuclear dominant kernel [Luki¢ and Beder, 2001] over k,, which ensures that samples paths of

frgp(z, -) (as a function of y) live in Hj,, almost surely®. In particular, we follow a similar construction as

*It doesn’t matter if the sample paths drop outside of H,, as we are not defining inner product on Hy,
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in Flaxman et al. [2016] and model ry as 7 (v, yj) = [ ky(yi, w)ky(u, y;)v(du) where v is some finite

measure on Y. Hence, we can now set up a vector-valued regression in Hy,, as follows:

by (i) = pigp(@ir ) + A2e; (4.10)

where ¢; ~ GP(0,r) are independent noise functions. By taking the inner product with ¢,(y’) on
both sides, we then obtain ky(v;,y') = pgp(zi,y') + )\%ei(y’). Hence, we can treat k(y;, y;) as noisy

evaluations of fig,(z;,y;) and obtain the following posterior mean and covariance for /i4,.

Proposition 4.3.2 (BAYESCME). The posterior GP of fig, given observations {x,y} has the

following mean and covariance:

mMu((2,9)) = kax (Kxx + M) ™ Kyy Ry rryy @.11)

ku((@,9), (2,4) = kowrryy — kax(Kooe + M) ™ hxarryy Rygryy (4.12)

In addition, the following marginal likelihood can be used for hyperparameter optimisation,

N 1
- 5(10g | Kxe + M| + log |R|) — T ((Kxx + AI)*leyR;leyy) (4.13)

Note that in practice we fix the lengthscale of £, and r, when optimising the above likelihood. This is to
avoid trivial solutions for the vector-valued regression problem as discussed in Ton et al. [2021a]. The
Bayesian version of the IME is derived analogously, and we refer the reader to the appendix due to limited

space.

Finally, with V-GPs on embeddings defined, we can model g(z) as (f, tigp (%, -)) a,,, » which due to the
linearity of the inner product, is itself a GP. Here, we first considered the case where f is a KRR learnt

from D5 and call the model BAYESIME.

7

Proposition 4.3.3 (BAYESIME). Given dataset D1 = {(z;,y;, z;) }}1 and Dy = {(;, tj)}j]‘il, if
J is a KRR learnt from Dy and iy |q0(x) modelled as a V-GP using D1, then g = (f, ,uy|do(X)> ~

GP(ma, k2) where,

ma(z) = Oq, (2) " (Kq, + AI) ' Kyy Ryy Ryy A (4.14)
Ko(x, ') = B®q, () ®q,(z) — OPq, ()" (Kq, + M) 1®q, (z) (4.15)

where A = (Kgg + A\pI)"'t, B= AT RggAand C = ATRS,yR;;RyyA
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Summary: Constants B and C' in 2 can be interpreted as different estimation of || f{|3,, , i.e. the
RKHS norm of f. As a result, problems that are “harder” to learn in D, i.e. corresponding to the larger
magnitude of || f H’Hky will result in larger values of B and C. Therefore, the covariance k2 can be

interpreted as uncertainty in D; scaled by the difficulty of the problem to learn in Ds.

4.3.3 Bayesian Interventional Mean Process

To incorporate both uncertainties in D; and D5, we combine ideas from IMP and BAYESIME to estimate
g ={f, Hy|do(x)) by placing GPs on both f and p1y|40(x). Again as before, a nuclear dominant kernel
ry was used to ensure the GP f is supported on Hy,. For ease of computation, we consider a finite-
dimensional approximation of the GPs f and py|4,(x) and estimate g as the RKHS inner product between
them. In the following, we collate y and y into a single set of points y, which can be seen as landmark

points for the finite approximation [Trecate et al., 1999]. We justify this in the Appendix.

Proposition 4.3.4 (BAYESIMP). Let f and pyqo(x) be GPs learnt as above. Denote f and
[y |do(X) aS the finite dimensional approximation of f and py\q.(x) respectively. Then g =

(f, fiy|do(x)) has the following mean and covariance:

m3(e) = ExKyy K5 ) Ryy(Rgy + ApD) ™'t (4.16)

KZ3($, x') = EzGIRnyIE;—' + @éa)me/ — @g))wa/ + @ga)Fxx/ — @:())b)Gmml (4.17)

Vo TV
Uncertainty from D1 Uncertainty from D2 Uncertainty from Interaction

where E, = ®q_(z)" (Kq, + M)\, Fop = ®q, (7) ®q, (2), G = Pq, ()" (Kq, +
A)™'@g, (2'), and ©1 = K Ry Ry} Kyy, O = 0] Ry304,0Y = O] Rgy Ryl Ry50,

(@) _ =1 -15 (b _ = -15 =il _
and ©3Y = tr(K g RygKogRyy),03" = tr(RyyRyyRyyK o RygKog) and ©4 =
K;; Ry (Kyy + A f)_lt. RS,_‘;, is the posterior covariance of f evaluated at y

. J

Summary: While the first two terms in x3 resemble the uncertainty estimates from IMP and BAYESIME,
the last term acts as an extra interaction between the two uncertainties from D; and D,. We note that
unlike IMP and BAYESIME, g from Prop. 4.3.4 is not a GP as inner products between Gaussian vectors

are not Gaussian. Nonetheless, the mean and covariance can be estimated.

4.4 Experiments

In this section, we first present an ablation study on how our methods would perform under settings where

we have missing data parts at different regions of the two datasets. We then demonstrate BAYESIMP’s
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proficiency in the Causal Bayesian Optimisation setting.

In particular, we compare our methods against the sampling approach considered in Aglietti et al. [2020b].
Aglietti et al. [2020b] start by modelling f : Y — 7" as GP and estimate the density p(Y'|do(X)) using a
GP along with do-calculus. Then given a treatment x, we obtain L samples of y; and R samples of f,
from their posterior GPs. The empirical mean and standard deviation of the samples { f,(y;) } ZL:’Iirzl can
now be taken to estimate E[T'|do(X) = x| as well as the correspondingly uncertainty. We emphasize that
this point estimation requires repeated sampling and is thus inefficient compared to our approaches, where

we explicitly model the uncertainty as a covariance function.

Ablation study. In order to get a better intuition into our methods, we will start off with a preliminary
example, where we investigate the uncertainty estimates in a toy case. We assume two simple causal
graphs X — Y for D; and Y — T for D, and the goal is to estimate E[T|do(X ) = x| (generating process
given in the appendix). We compare our methods from Sec.4.3 with the sampling-based uncertainty
estimation approach described above. In Fig. 4.5 we plot the mean and the 95% credible interval of the
resulting GP models for E[T'|do(X) = z]. On the x-axis we also plotted a histogram of the treatment

variable x to illustrate its density.

From Fig. 4.5(a), we see that the uncertainty for sampling is rather uniform across the ranges of x despite
the fact we have more data around z = 0. This is contrary to our methods, which show a reduction of
uncertainty at high x density regions. In particular, z = —5 corresponds to an extrapolation of data, where
x gets mapped to a region of iy where there is no data in D,. This fact is nicely captured by the spike of
credible interval in Fig. 4.5(c) since IMP utilises uncertainty from Dy directly. Nonetheless, IMP failed to
capture the uncertainty stemming from D1, as seen from the fact that the credible interval did not increase
as we have fewer data in the region |z| > 5. In contrast, BAYESIME (Fig. 4.5(d)) gives higher uncertainty
around low x density regions but failed to capture the extrapolation phenomenon. Finally, BAYESIMP
Fig. 4.5(e) seems to inherit the desirable characteristics from both IMP and BAYESIME, due to taking
into account uncertainties from both D;, D,. Hence, in our experiments, we focus on BAYESIMP and

refer the reader to the appendix for the remaining methods.

BayesIMP for Bayesian Optimisation (BO). We now demonstrate, on both synthetic and real-world
data, the usefulness of the uncertainty estimates obtained using our methods in BO tasks. Our goal
is to utilise the uncertainty estimates to direct the search for the optimal value of E[T'|do(X) = x|
by querying as few values of the treatment variable X as possible, i.e. we want to optimize for z* =
arg mingey E[T|do(X) = x]. For the first synthetic experiment (see Fig. 4.6 (Top)), we will use the

following two datasets: Dy = {xi,ui,zi,yi}f\;l and Dy = {gjj,tj}j]vil. Note that BAYESIMP from
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. (a) Sampling (b) IME (c) IMP* (d) BayesIME* (e) BayesIMP*
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Figure 4.5: Ablation studies of various methods in estimating uncertainties for an illustrative experiment.
* indicates our methods. NV = M = 100 data points are used. The histogram (blue bars) lemme for the
treatment variable = is shown as well. Uncertainty from sampling gives a uniform estimate of uncertainty
and IME does not come with uncertainty estimates. We see IMP and BAYESIME covering different
regions of uncertainty while BAYESIMP takes the best of both worlds.

z

Figure 4.6: Illustration of synthetic data experiments.

Prop. 4.3.4 is not a GP as inner products between Gaussian vectors are not Gaussian. Nonetheless, with
the mean and covariance estimated, we will use moment matching to construct a GP out of BAYESIMP for
posterior inference. At the start, we are given D; and D, where these observations are used to construct a
GP prior for the interventional effect of X on 7', i.e E[T'|do(X) = z], to provide a “warm” start for the

BO.

Again we compare BAYESIMP with the sampling-based estimation of E[T'|do(X)] and its uncertainty,
which is exactly the formulation used in the Aglietti et al. [2020b]. In order to demonstrate how
BAYESIMP performs in the multimodal setting, we will be considering the case where we have the
following distribution on Y i.e. p(ylu,z) = wpi(ylu, z) + (1 — m)pa(y|u, z) where Y is a mixture
and 7 € [0, 1]. These scenarios might arise when there is an unobserved binary variable that induces
a switching between two regimes on how Y depends on (U, Z). In this case, the sampling-based GP
model of Aglietti et al. [2020b] would only capture the conditional expectation of Y with an inflated
variance, leading to slower convergence and higher variance in the estimates of the prior as we will show
in our experiments. Throughout our experiments, similarly to Aglietti et al. [2020b], we will be using the

expected improvement (EI) acquisition function to select the next point to query.
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Synthetic data experiments. We compare BAYESIMP to Aglietti et al. [2020b]’s sampling approach
as well as to a simple GP with no learned prior as the baseline. We will be using N = 100 data points
for D; and M = 50 data points Dy. We ran each method 10 times and plot the resulting standard
deviation for each iteration in the figures below. The data generation and details were added in the

Appendix. We see from Fig .4.7 that BAYESIMP is able to find the maxima much faster and with smaller

Multimodal (Frontdoor) Multimodal (Backdoor) Unimodal (Backdoor)

baseline

Sampling
—— BayesIMP
= = Groundtruth

Value to optimize
Value to optimize

Value to optimize

8 10 0

4 6 4 o 4 o
BO iterations BO iterations BO iterations

Figure 4.7: We are interested in finding the maximal value of E[T'|do(X ) = x] with as few BO iterations
as possible. We ran experiments with multimodality in Y. (Left) Using front-door adjustment (Middle)
Using backdoor adjustment (Right) Using backdoor adjustment (unimodal Y')

standard deviations, than the current state-of-the-art sampling method, using both front-door and backdoor
adjustments (Fig. 4.7(Right, Middle)). Given that our method uses more flexible representations of
conditional distributions, we are able to circumvent the multimodality problem in Y. In addition, we also
consider the unimodal version, i.e. 7 = 0 (see right Fig. 4.7). We see that the performance of sampling
improves in the unimodal setting, however BAYESIMP still converges faster than sampling even in this

scenario.

Next, we consider a harder causal graph (see Fig. 4.6 (Bottom)), previously considered in Aglietti et al.
[2020b]. We again introduce multimodality in the Y variable in order to explore the case of more
challenging conditional densities. We see from Fig. 4.8 (Left, Middle), that BAYESIMP again converges
much faster to the true optima than sampling and the standard GP prior baseline. We note that the fast
convergence of BAYESIMP throughout our experiments is not due to the simplicity of the underlying BO
problems. Indeed, the BO with a standard GP prior requires significantly more iterations. It is rather the
availability of the observational data, that allows us to construct a more appropriate prior, which leads to a

“warm” start of the BO procedure.

Healthcare experiments. We conclude with a healthcare dataset corresponding to our motivating
medical example in Fig. 4.1. The causal mechanism graph, also considered in the Aglietti et al. [2020b],
studies the effect of certain drugs (Aspirin/Statin) on Prostate-Specific Antigen (PSA) levels Ferro et al.

[2015]. In our case, we modify statin to be continuous, in order to optimize for the correct drug dosage.
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Figure 4.8: (Left) Experiments where we are interested in E[T'|do(D) = d] with multimodal Y, (Middle)
Experiments where we are interested in E[T'|do(E) = e] with multimodal Y, (Right) Experiments on
healthcare data where we are interested in E[Cancer Volume|do(Statin)).

However, in contrast to Aglietti et al. [2020b], we consider a second experimental dataset, arising from a
different medical study, which looks into the connection between PSA levels and cancer volume amount
in patients [Stamey et al., 1989]. Similar to Aglietti et al. [2020b], given that interventional data is hard to
obtain, we construct data generators based on the true data collected in Stamey et al. [1989]. This is done
by first fitting a GP on the data and then sampling from the posterior (see Appendix for more details).
Hence, this is the perfect test bed for our model where we are interested in E[Cancer Volume|do(Statin)).
We see from Fig. 4.8 (Right) that BAYESIMP again converges to the true optima faster than sampling hence
allowing us to find the fastest ways of optimizing cancer volume by requesting much less interventional

data. This could be critical as interventional data in real-life situations can be very expensive to obtain.

4.5 Discussion and Conclusion

In this chapter we propose BAYESIMP for quantifying uncertainty in the setting of causal data fusion. In
particular, our proposed method BAYESIMP allows us to represent interventional densities in the RKHS
without explicit density estimation, while still accounting for epistemic and aleatoric uncertainties. We
demonstrated the quality of the uncertainty estimates in a variety of Bayesian optimization experiments,
in both synthetic and real-world healthcare datasets, and achieve significant improvement over current
SOTA in terms of convergence speed. However, we emphasize that BAYESIMP is not designed to replace

CBO but rather an alternative model for interventional effects.

In the future, we would like to improve BAYESIMP over several limitations. As in Aglietti et al.
[2020b], we assumed full knowledge of the underlying causal graph, which might be limited in practice.
Furthermore, as the current formulation of BAYESIMP only allows the combination of two causal graphs,
we hope to generalise the algorithm into an arbitrary number of graphs in the future. Causal graphs with

recurrent structures will be an interesting direction to explore. Lastly, we would also like to include a cost
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function as in Aglietti et al. [2020b] to constrain the search space to the most sensible solutions.
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5| RKHS-SHAP: Shapley Values for Kernel Methods

This chapter is based on the following publication

Siu Lun Chau, Robert Hu, Javier Gonzalez, and Dino Sejdinovic. “RKHS-SHAP: Shapley Values

for Kernel Methods” Advances in Neural Information Processing Systems (NeurIPS), 2022

Abstract

Feature attribution for kernel methods is often heuristic and not individualised for each prediction. To
address this, we turn to the concept of Shapley values (SV), a coalition game theoretical framework
that has previously been applied to different machine learning model interpretation tasks, such as linear
models, tree ensembles, and deep networks. By analysing SVs from a functional perspective, we propose
RKHS-SHAP, an attribution method for kernel machines that can efficiently compute both Interventional
and Observational Shapley values using kernel mean embeddings of distributions. We show theoretically
that our method is robust with respect to local perturbations - a key yet often overlooked desideratum
for consistent model interpretation. Further, we propose Shapley regulariser, applicable to a general
empirical risk minimisation framework, allowing learning while controlling the level of specific features’
contributions to the model. We demonstrate that the Shapley regulariser enables learning which is robust

to covariate shift of a given feature and fair learning which controls the SVs of sensitive features.
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5.1 Introduction

Machine learning model interpretability is critical for researchers, data scientists, and developers to
explain, debug and trust their models and understand the value of their findings. A typical way to
understand model performance is to attribute importance scores to each input feature [Carvalho et al.,
2019]. These scores can be computed either for an entire dataset to explain the model’s overall behaviour

(global) or compute individually for every single prediction (local).

Understanding feature importances in reproducing kernel Hilbert space (RKHS) methods such as kernel
ridge regression and support vector machines often require the study of kernel lengthscales across
dimensions [Williams and Rasmussen, 2006, Chapter 5]. The larger the value, the less relevant the feature

is to the model. Albeit straightforward, this approach comes with three shortcomings:

1. It only provides global feature importance and cannot be individualised to every single predic-
tion. This explanation is limited as global importance does not necessarily imply local impor-
tance [Ribeiro et al., 2016]). In safety-critical domain such as medicine, understanding individual
prediction is arguably more important than capturing the general model performance. See Fig 5.1

for an example of local explanation.

2. The tuning of lengthscales often requires a user-specified grid of possible configurations and is
selected using cross-validations. This pre-specification thus injects a substantial amount of human

bias to the explanation task.

3. Lengthscales across kernels acting on different data types, such as binary and continuous variables,

are difficult to compare and interpret.

To address this problem we turn to the Shapley value (SV) [Shapley, 1953] literature, which has become
central to many model explanation methods in recent years. The Shapley value was originally a concept
used in game theory that involves fairly distributing credits to players working in coalition. Strumbelj
and Kononenko [2014] were one of the first to connect SV with machine learning explanations by
casting predictions as coalition games, and features as players. Since then, a variety of SV based
explanation models were proposed. For example, LINEARSHAP [Strumbelj and Kononenko, 2014] for
linear models, TREESHAP [Lundberg et al., 2018] for tree ensembles and DEEPSHAP [Lundberg and
Lee, 2017] for deep networks. Model agnostic methods such as DATA-SHAPLEY [Ghorbani and Zou,
2019], SAGE [Covert et al., 2020] and KERNELSHAP ! [Lundberg and Lee, 2017] were also proposed.

However, to the best of our knowledge, an SV-based local feature attribution framework suited for kernel

!"The kernel in KERNELSHAP refers to the estimation procedure is not related to RKHS kernel methods.
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methods has not been proposed.

While one could still apply model-agnostic KERNELSHAP on kernel machines, we show that by rep-
resenting distributions as elements in the RKHS through kernel mean embeddings [Song et al., 2013,
Muandet et al., 2016a], we can compute Shapley values more efficiently by circumventing the need to
sample and estimate an exponential amount of densities required to compute the value functions, an
essential component for Shapley value computation. We call this approach RKHS-SHAP to distinguish it
from KERNELSHAP. Through the lens of RKHS, we study Shapley values from a functional perspective
and prove that our method is robust with respect to local perturbations under mild assumptions, which is
an important yet often neglected criterion for explanation models as discussed in Hancox-Li [2020]. In
addition, a Shapley regulariser based on RKHS-SHAP is proposed for the empirical risk minimisation
framework, allowing the modeller to control the degree of feature contribution during the learning. We
also discuss its application to robust learning to covariate shift of a given feature and fair learning while

controlling contributions from sensitive features. We summarise our contributions below:

1. We propose RKHS-SHAP, a model-specific algorithm to compute Shapley values efficiently
for kernel methods by circumventing the need to sample and fit from an exponential number of

densities.

2. We prove that the corresponding Shapley values are robust to local perturbations under mild

assumptions, thus providing consistent explanations for the kernel model.

3. We propose a Shapley regulariser for the empirical risk minimisation framework, allowing the

modeller to control the degree of feature contribution during the learning.

5.2 Background Materials

Notation. We denote X, Y as random variables (rv) with distribution p(X,Y) taking values in the
d-dimensional instance space X C R? and the label space ) (could be in R or discrete) respectively. We
use D = {1,...,d} to denote the feature index set of X and S C D to denote the subset of features of

interests. Lowercase letters are used to denote observations from corresponding rvs.

5.2.1 The Shapley Value

The Shapley value was first proposed by Shapley [1953] to allocate performance credit across coalition
game players in the following sense: Let v : {0, 1}? — R be a coalition game that returns a score for each
coalition S C Dy, where D, = {1, ..., d} represents a set of players. Assuming the grand coalition D, is

participating and one wishes to provide the i player with a fair allocation of the total profit v(Dy), how
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Figure 5.1: An example of RKHS-SHAP providing local explanations to why a kernel logistic model predicts this
patient to be diabetic [Kaggle, 2022]. RKHS-SHAP provides a more granular level of explanation than studying
lengthscales across dimensions.

should one do it? Surely this is related to each player’s marginal contribution to the profit with respect
to a coalition S, i.e. v(S U1i) — v(S). Shapley [1953] proved that there exists a unique combination
of marginal contributions that satisfy a set of favourable and fair game theoretical axioms, commonly
known as efficiency, null player, symmetry and additivity. This unique combination of contributions is
later denoted as the Shapley value. Formally, given a coalition game v, the Shapley value for player 7 is

computed as the following,

>1<V(5Ui) - y(S)). 5.1)

Choosing v for ML explanation In recent years, the Shapley value concept has become popular for
feature attribution in machine learning. SHAP [Lundberg and Lee, 2017], SHAPLEY EFFECT [Song et al.,
2016], DATA-SHAPLEY [Ghorbani and Zou, 2019] and SAGE [Covert et al., 2020] are all examples
that cast model explanations as coalition games by choosing problem-specific value functions v. Denote
f: & = Y as the machine learning model of interest. Value functions for local attribution on observation
x often take the form of the expectation of f with respect to some reference distribution r(Xge | Xg = xg),

where S C D is some coalition of features in analogous to the game theory setting, such that:

Ve,s(f) = Br(xge|xg=2g)[f {5, X5 }], (5.2)
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where {xg, Xge} denotes the concatenation of the arguments. We wrote f as the main argument of v
to highlight its interpretation as a functional indexed by local observation z and coalition S. When r is
set to be marginal distribution, i.e r(Xge | Xg = xg) = p(Xge), the value function is denoted as the
Interventional value function by Janzing et al. [2020]. Observational value function [Frye et al., 2020], on
the other hand, set the reference distribution to be a conditional distribution p(Xge | Xg = xg). Other
choices of reference distributions will lead to Shapley values with specific properties, e.g., better locality
of explanations [Ghalebikesabi et al., 2021] or incorporating causal knowledge [Heskes et al., 2020].
In this work, we shall restrict our attention to marginal and conditional cases as they are the two most

commonly adopted choices in the literature.

Definition 5.2.1 (Value functions). Given model f, local observation x and a coalition set S C D,

the Interventional and Observational value functions are denoted by,

VIL(F) = E[(f (ws, Xse)), (53)
v O(F) == Elf (w5, X5:)| X5 = z5]. (5.4)

The right choice of v has been a long-standing debate in the community. While Janzing et al. [2020]
argued from a causal perspective that Z/g(f} is the correct notion to represent the missingness of features
in an explanation task, Frye et al. [2020] argued that computing marginal expectation ignores feature
correlation and leads to unrealistic results since one would be evaluating the value function outside the
data-manifold. This controversy was further investigated by Chen et al. [2020], where they argued that the
choice of v is application dependent and the two approaches each lead to an explanation that is either true
to the model (marginal expectation) or true to the data (conditional expectation). When the context is

clear, we denote the Shapley value of the i*”* feature of observation z at f as ¢,(f) and use a superscript

to indicate whether it is Interventional gbg(clg (f) or Observational gbioi) (f).

Computing Shapley values. While Shapley values can be estimated directly from Eq. (5.1) using a
sampling approach [Strumbelj and Kononenko, 2014], Lundberg and Lee [2017] proposed KERNELSHAP,
a more efficient algorithm for estimating Shapley values in high dimensional feature spaces by casting Eq.
(5.1) as a weighted least square problem. Similar to LIME [Ribeiro et al., 2016], for each data =, model
[, and feature coalition S, KERNELSHAP places a linear model u.(S) = B0 + > _;cg Bz,i to explain

the value function v, g(f), which corresponds to solving the following regression problem:

min > w(S)(ux(S) — va5(f))?

Bz,05+Bz,d 5CD
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, where w(S) = m is a carefully chosen weighting such that the regression coefficients
recover Shapley values. In particular, we typically set w(@) = w(D) = oo to effectively enforce
constraints 8,0 = Ve(f) and > ;. p Bei = Va,p(f) — Va,5(f). Denoting each subset S C D using
the corresponding binary vector z € {0, 1}¢, and with an abuse of notation by setting V.= V. gand
w(z) = w(S) for S = {j : z[j] = 1}, we can express the Shapley values B, := [0, ..., Bz.d] as
B, = (ZTWZ)'ZTWv, where Z € R2*? is the binary matrices with columns {z;}2~,, W is the
diagonal matrix with entries w;; = w(z;) and v := {vy 5, (f )}fil € R2"%1 the vector of evaluated value
functions, which is often estimated using sampling and data imputations. We shall explain the pathology

of this approach in detail later in Section 5.3. In practice, instead of evaluating at all 2¢ combinations, one

would subsample the coalitions z ~ w(z) for computational efficiency [Covert and Lee, 2021].

Model-specific Shapley methods. KERNELSHAP provides efficient model-agnostic estimations of
Shapley values. However, by leveraging additional structural knowledge about specific models, one could
further improve computational performance. This leads to a variety of model-specific approximations,
most of which rely on utilising their specific structure to speed up the computation of value functions. For
example, LINEARSHAP [Strumbelj and Kononenko, 2014] explain linear models using model coefficients
directly. TREESHAP [Lundberg et al., 2018] provides an exponential reduction in complexity compared
to KERNELSHAP by exploiting the tree structure. DEEPSHAP [Lundberg and Lee, 2017], on the other
hand, combines DEEPLIFT [Shrikumar et al., 2017] with Shapley values and uses the compositional
nature of deep networks to improve efficiencies. However, to the best of our knowledge, a kernel method
specific Shapley value approximation has not been studied. Later in Section 5.3, we show that kernel
methods can be used to speed up the computation in KERNELSHAP for RKHS functions by estimating
value functions analytically, thus circumventing the need for estimating and sampling from an exponential

number of densities.

Related work on kernel-based Shapley methods. Da Veiga [2021]’s work on tackling global sensitive
analysis by proposing the kernel-based maximum mean discrepancy as value function, is conceptually
most similar to ours. However, there are multiple key differences in our contributions. Firstly, their
method is designed for global explanation, while ours is for local. Secondly, similar to interventional
SV, they do not consider any conditional distributions, thus leading to completely different estimation
procedures and thus novelty. Lastly, their method is on understanding the input/outputs relationship of a
numerical simulation model, while ours focuses on understanding specific RKHS models learnt from a

machine learning task, e.g. kernel ridge regression and kernel logistic regression.
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5.2.2 Kernel Methods

Kernel methods are one of the pillars of machine learning, as they provide flexible yet principled ways
to model complex functional relationships and come with well-established statistical properties and

theoretical guarantees.

Empirical Risk Minimisation. Recall in the supervised learning framework, we are learning a function
[+ & — )Y from a hypothesis space H, such that given training set (x,y) = {(x;,y;)};; sampled

identically and independently from p, the following empirical risk is minimised:
1 n
* = in—» {(y; ; A
f* = argmin ;:1 (i, £ (i) + A Q(S)

, where £ : ) x ) — R is the loss function, {2 : H — R a regularisation function and Ay a scalar
controlling the level of regularisation. Denote k : X x X — R a positive definite kernel with feature
map 1, for input x € and Hy, the corresponding RKHS. If we pick H}, as our hypothesis space, then the
Representer theorem [Steinwart and Christmann, 2008a] tells us that the optimal solution takes the form
of f* =31 | aik(-,2;) = Uxax, where Uy = [ty ...y, ] is the feature matrix defined by stacking
feature maps along columns. If ¢ is the squared loss then the above optimisation is known as kernel ridge
regression and « can be recovered in the closed form a = (Kxx + A 1 )_1y, where Ky = \IJI Uy is
the kernel matrix. If £ is the logistic loss, then the problem is known as kernel logistic regression, and o

can be obtained using gradient descent.

Kernel embedding of distributions. An essential component for RKHS-SHAP is the embedding of
both marginal and conditional distribution of features into the RKHS [Song et al., 2013, Muandet et al.,
2016a], thus allowing one to estimate the value function analytically. Formally, the kernel mean embedding
(KME) of a marginal distribution Py is defined as pux := Ex[¢x] = f x 1,dPx (x) and the empirical
estimate can be obtained as /i := % >y Yg,. Furthermore, given another kernel g : J X Y — R with

feature map vy of RKHS H,, the conditional mean embedding (CME) of the conditional distribution

Py|x—, is defined as piy|x—, 1= E[¢y |X = 2] = [}, ¥ydPy x—o(y)-

One way to understand CME is to view it as an evaluation of a vector-valued(VV) function iy |x :
X — Hgy such that piy|x (7) = p1y|x—5, which minimises the following risk function E,, x y)[|[1)y —
pyx (X)) |$_[g] [Griinewilder et al., 2012]. Let £L(H,) be the space of bounded linear operators from #,, to
itself. Denote I';, : X x X — L(#H,) as the operator-valued kernel such that I';,(z, ') = k(z, 2")1 with

1 the identity operator on H,. We denote Hr, as the corresponding vector-valued RKHS. By utilising the
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VV-Representer theorem [Micchelli and Pontil, 2005], we could minimises the following empirical risk:

n
fry|x = argmin Z [y, — MY\X(fUi)Hg-Lg + nn||MY|X||%l.
by | x€Mry ;4

where 17 > 0 is a regularisation parameter. This leads to the following empirical estimate of the CME, i.e.,
fiy|x = Wy (Kyx +nnl) W], where Uy := [t)y,...00y, ] and Wy := [thy, ..., ] are feature matrices.
Intuitively, this essential turns CME estimation to a regression problem from X’ to the vector-valued labels
1y . Please see Micchelli and Pontil [2005] and Griinewilder et al. [2012] for further discussions on
vector-valued RKHSs and CMEs. In fact, when using finite-dimensional feature maps, such as in the case
with running Random Fourier Features [Rahimi et al., 2007] and Nystrom methods [ Yang et al., 2012] for
scalability, one could reduce the computational complexity of evaluating empirical CME from O(n?) to
O(b%) + O(b*n) [Muandet et al., 2016a] where b is the dimension of the feature map and often can be

chosen much smaller than n [Li et al., 2019a].

5.3 RKHS-SHAP

While KERNELSHAP is model agnostic, by restricting our attention to the class of kernel methods, faster
Shapley value estimation can be derived. We assume our RKHS takes a tensor product structure, i.e,
Hi = ®?:1 H,.i), where k() is the kernel for each dimension i € D. This structural assumption allows
us to decompose the value functionals into tensor products of embeddings and feature maps, thus we can
estimate them analytically, as later shown in Prop. 5.3.1. Tensor product RKHSs are commonly used in
practice, as they preserve universalities of kernels from individual dimension [Szab6 and Sriperumbudur,
2017], thus providing a rich function space. Note that this assumption is not essential within our framework.
Namely, for a non-product kernel, one can still evaluate the value functions using tools from conditional
mean embeddings and utilise our interpretability pipeline without conditional density estimation. We
show this in Appendix C.3. In the following, we will lay out the disadvantage of existing sampling and
data imputation approach and show that by estimating the value functionals as elements in the RKHS, we
can circumvent the need for learning and sampling from an exponential number of conditionals densities —

thus improving the computational efficiency in the estimation.

Estimating value functions by sampling. Estimating the Observational value function yi%)( f)is
typically much harder than the Interventional value function Vi{)q( f) as it requires integration with respect
to the unknown conditional density p(Xge | Xg). Therefore, estimating OSVs often boils down to a
two-stage approach: (1) Conditional density estimation and (2) Monte Carlo averaging over imputed data,

as shown in Aas et al. [2019], where they considered using multivariate Gaussian and Gaussian Copula
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for density estimation. Recently, an alternate way to estimate observational value functions is proposed
by Frye et al. [2020], where they formulate the estimation as a regression problem and compute the value
function using a masked neural network directly without making any distributional assumption. This
method shares conceptual similarities to ours but uses very different tools for the estimation. We highlight

such differences in the appendix C.2.

Once the conditional density function p(Xge | Xg) for each S C D is estimated, the observational
value function at the i*" observation z; can then be computed by taking averages of m Monte Carlo
samples from the estimated conditional density, i.e. = > ity f({wis, wjge}) where {w;g, ;g } is the
concatenation of x; g with the j*" sample jge from p(Xse| Xs = x;5). Note further that the Monte Carlo
samples cannot be reused for another observation xj, as their conditional densities are different. In other
words, n. x m Monte Carlo samples are required for each coalition .S if one wishes to compute Shapley
values for all n observations. This is clearly not desirable. In the spirit of Vapnik’s principle?, as our goal
is to estimate conditional expectations that lead to Shapley values, we are not going to solve a harder
and more general problem of conditional density estimation as an intermediate step, but instead utilise

the arsenal of kernel methods to estimate the conditional expectations directly. Further discussion on

comparing complexity of RKHS-SHAP with density estimation methods can be found in Appendix C.1.

Estimating value functions using mean embeddings. If our model f lives in H}, both the marginal
and conditional expectation can be estimated analytically without any sampling or density estimation.
We first show that the Riesz representations [Paulsen and Raghupathi, 2016] of both Interventional and
Observational value functionals exist and are well-defined in ;. In the following, for simplicity, we will
denote the functional and its corresponding Riesz representer using the same notation. For example, we
will write v, g(f) = (f, vz,s)%, When the context is clear. Given a vector of n instances x, we denote
the corresponding vector of value functions as vx s(f) = [va,,5(f)]i; . All proofs of this chapter can be

found in Appendix C.4.

’

Proposition 5.3.1 (Riesz representations of value functionals). Denote k as the product kernel of
d bounded kernels k™ : X x XD — R where X is the domain of the i"" feature fori € D.
Riesz representations of the Interventional and Observational value functionals then exist and
( (0)

S

: ) _ _ —
can be written as Vpg = VYog ® xge and Vy g = Pyg ® Uxge|Xg=zg Where Ygg = Rics V)

fxse = ElQ@icse ¥oo] and px e xg=as = El@jecse Yoo | Xs = xs].

The corresponding finite sample estimators ﬁg(c% and 19:(6%) are then obtained by replacing the corresponding

2When solving a problem, try to avoid solving a more general one as an intermediate step. [Vapnik, 1995, Section 1.9]
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KME and CME components with their empirical estimators. As a result, given f* = Uy« trained on
dataset (x,y), Prop. 5.3.1 allows us to estimate the value functionals analytically since ﬁi%( ) =
(f*, eg®fixg) and ﬁg(ﬁ%) (f*) = {f* us®fixse|xy=ypg)- This corresponds to the direct non-parametric
estimators of value functions given in the following proposition, which circumvent the need for sampling

or density estimation.

7

Proposition 5.3.2 (Estimation). Given x' € R™ a vector of instances and f = Uy, the empirical

estimates of the functionals can be computed as, ﬁ)(({)s( f)= aTIC)((I,?S, ﬁ)((,ofg( f)= aTIC(O?g, re-

’
X,

XgX

spectively, where ICS?S = KxSX/SQ% diag(K, 1,)1,1y " and ICL(,)Eg =K

XgcXge /SQ':‘SK

X5X'g?
1, is the all-one vector with length n, © the Hadamard product and Zg = Kx gexgc (KXSXS +
nnl)~L.

Finally, to obtain the Shapley values with these value functions, we deploy the same least square approach

as KERNELSHAP.

Proposition 5.3.3 (RKHS-SHAP). Given f € H, and v, Shapley values B € R*" for all d
features and all n input x can be computed as B = (ZTWZ)_lZTWV where \Afiy: = Uy 5, (f).

Estimating value functions with specific models. To the best of our knowledge, TreeSHAP [Lund-
berg et al., 2018] was the only machine learning model-specific SV algorithm computing conditional
expectations using the properties of the model (tree in this case) directly, rather than relying on some sort
of sampling procedure and density estimation. However, it is unclear how to validate the assumptions
about feature distribution in TreeSHAP, which are specified as “the distribution generated by the tree”, as
discussed by Sundararajan and Najmi [2020]. In comparison, RKHS-SHAP does not pose assumptions
on the underlying feature distribution and computes the corresponding conditional expectations via mean
embeddings analytically. However, one should note that each of these model specific algorithm are only
designed to explain specific models, therefore it is not informative to compare, e.g. TreeSHAP values

with RKHS-SHAP values, as they are explaining different models.

5.3.1 Robustness of RKHS-SHAP

Robustness of interpretability methods is important from both an epistemic and ethical perspective, as
discussed in Hancox-Li [2020]. On the other hand, Alvarez-Melis and Jaakkola [2018] showed empirically
that Shapley methods when used with complex non-linear black-box models such as neural networks,

yield explanations that vary considerably for some neighbouring inputs, even if the deep network gives
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similar predictions at those neighbourhoods. In light of this, we analyse the Shapley values obtained from
our proposed RKHS-SHAP and show that they are robust. To illustrate this, we first formally define the

Shapley functional,

Proposition 5.3.4 (Shapley functional). Given a value functional v indexed by input x and coalition
S, i.e. vy g, the Shapley functional ¢ ; : Hj, — R such that ¢, ;(f) gives the i™ Shapley values of

x on f, has the following Riesz representation in the RKHS:

1 d—1\""
¢33,7l = g Z < |S‘ > (Vx,SUi - VJJ,S)

SCD\{i}

Analogously, we denote qﬁill) and ¢£) as the Interventional Shapley functional (ISF) and Observational
Shapley functional respectively (OSF). Using the functional formalism, we now show that given f € Hy,
when ||z — 2/||? < 6 for § > 0, the difference in Shapley values at x and 2’ will be arbitrarily small for

all features i.e. |¢5;(f) — ¢us(f)| is small Vi € D. This corresponds to the following,

02,i(f) = Gar i (P)I? = |(f, b2ii — G i) 1> < N FIB P — bar i3, (5.5)

where we use Cauchy-Schwarz for the last line. Therefore, for a given f with fix RKHS norm, the
key to show robustness lies into bounding the Shapley functionals. In the following theorem, we
make two assumptions: (1) the base kernels k() for each dimension i € D are bounded, and (2) the
(population) conditional mean embedding functions (x| x4 belong to the vector-valued RKHSs Hp Xg
for all coalitions S C D, therefore have finite norms. This assumption is also adopted in Park and

Muandet [2020, Theorem 4.5].
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Theorem 5.3.5 (Bounding Shapley functionals). Let k be a product kernel with d bounded kernels
k@ (z,2)| < M foralli € D. Denote M, = SUPgcp MISI My = Supgcp ||,LLXSC|XS||1%XS
and Ls = supgcp ||Yzs — 1/Jz/s||3_[k Let § > 0, assume |z — 2|2 < § for all features
1 € D, then differences of the Interventional and Observational Shapley functionals for feature
i at observation x,x’ can be bounded as ||¢Q(CIZ) - ¢i{)2| |3_[k < 2M, Ls and Hgbg) — QSSC/OZH%IC <

4Mv M, Ls. If k is the RBF kernel with lengthscale [, then

168) — U113, < 4(1 — exp(=do/2%)), 169 — ¢{7)3, < 8Mr(1 — exp(—dé/21%))

Therefore, as long as || f||, is small, RKHS-SHAP will return robust Shapley values with respect to
small perturbations. Notice the Shapley functionals do not depend on f and can be estimated separately
purely based on data. We will show in the next section how this key property allows us to use the
functional itself to aid in learning of f. This enables us to enforce particular structural constraints on f

via an additional regularisation term.

5.4 Shapley regularisation

Regularisation is popular in machine learning because it allows inductive bias to be injected to learn
functions with specific properties. For example, classical L and L9 regularisers are used to control the
sparsity and smoothness of model parameters. Manifold regularisation [Belkin et al., 2006], on the other
hand, exploits the geometry of the distribution of unlabelled data to improve learning in a semi-supervised
setting, whereas Pérez-Suay et al. [2017] and Li et al. [2019b] adopted a kernel dependence regulariser to
learn functions for fair regression and fair dimensionality reduction. In the following, we propose a new
Shapley regulariser based on the Shapley functionals, which allows learning while controlling the level of

specific features’ contributions to the model.

Formulation Let A be a specific feature whose contribution we wish to regularise, f the function
we wish to learn, and ¢, 4(f) the Shapley value of A at a given observation x;. Our goal is to
penalise the mean squared magnitude of {¢,, 4(f)}!_; in the ERM framework, which corresponds to
mingeyy, Yoi £(yi, £(2i) + Apllf113,, + AS S |y, a(f)]%, where £ is some loss function and A
and \g control the level of regularisations. By penalising the mean squared magnitude of the Shapley
values correspond to feature A, we hope to learn a function that uses less information from A. If we

replace the population Shapley functional with the finite sample estimate from Prop. 5.3.1, and utilise the
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Representer theorem, we can rewrite the optimisation in terms of c,

Proposition 5.4.1 (Shapley regularisation with ERM). The above optimisation can be rewritten as,

n

A
min E(yiy K:cl'xa) oy /\faTKxxa e iaTCAC;lra
acR™ i3 "

. To regularise the Interventional SVs (ISV-REG) of A, we set (4 = % Z;.le IC)((%J_U A IC)((I?gj

-1
where S;’s are coalitions sampled from pgy (S) = é(d@l) . For regularising Observational SVs

O O
(OSV-REG), we set (o = 07 KO) [, — K.

J

In particular, closed form optimal dual weights o = (K2, +\ Kxx+ );TS ¢ ACX )~ Kxxy can be recovered

when / is the squared loss.

Choice of regularisation. Similar to the feature attribution problem, the choice of regularising against
ISVs or OSVs is application dependent and boils down to whether one wants to take the correlation of A

with other features into account or not.

ISV-REG ISV-REG can be used to protect the model when covariate shift of variable A is expected to
happen at test time and one wishes to downscale A’s contribution during training instead of completely
removing this (potentially useful) feature. Such situation may arise if, e.g., a different measurement
equipment or process is used for collecting observations of A during test time. ISV is well suited for this

problem as dependencies across features will be broken by the covariate shift at test time.

OSV-REG On the other hand, OSV-REG can find its application in fair learning — learning a function
that is fair with respect to some sensitive feature A. There exist a variety of fairness notions one could
consider, such as, e.g. Statistical Parity, Equality of Opportunity and Equalised Odds [Corbett-Davies and
Goel, 2018]. In particular, we consider the fairness notion recently explored in the literature [Jain et al.,
2020, Mase et al., 2021] that uses Shapley values, which are becoming a bridge between Explainable Al
and fairness, given that they can detect biased explanations from biased models. In particular, Jain et al.
[2020] illustrated that if a model is fair against a sensitive feature A, A should have neither a positive
nor negative contribution towards the prediction. This corresponds to A having SVs with negligible
magnitudes. Simply removing A from the training doesn’t make the model fair, as contributions of A
might enter the model via correlated features, therefore it is important to take feature correlations into

account while regularising. Hence, it is natural to deploy OSV-REG for fair learning.
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Figure 5.2: (Left) Estimation of Shapley values using data from the Banana distribution. (Mid) Run time
analysis in log scale is reported. (Right) For ISV-REG, RMSEs of f.; on noisy test data at different noise
level o’. All scores are averaged over 10 runs and 1sd is reported.

5.5 Experiments

We demonstrate specific properties of RKHS-SHAP and Shapley regularisers using four synthetic
experiments, because these properties are best illustrated under a fully controlled environment. For
example, to highlight the merit of distributional-assumption-free value function estimation in RKHS-
SHAP, we need groundtruth conditional expectations of value functions for verification, but they are not
available in real-world data because we do not observe the true data generating distribution. Nonetheless, as
model interpretability is a practical problem, we have also ran several larger scales (n = 50000, 1.8 x 10%)
real-world explanation tasks using RKHS-SHAP and reported our findings in Appendix C.5 for a

complete empirical demonstration. All code and implementations are made publicly available here.

In the first two experiments, we evaluate RKHS-SHAP methods against benchmarks on estimating
Interventional and Observational SVs on a Banana-shaped distribution with nonlinear dependencies [Se-
jdinovic et al., 2014]. The setup allows us to obtain closed-form expressions for the ground truth ISVs
and OSVs, yet the conditional distributions among features are challenging to estimate using any standard
parametric density estimation methods. We also present a run time analysis to demonstrate empirically
that mean embedding-based approaches are significantly more efficient than sampling-based approaches.
Finally, the last two experiments are applications of Shapley regularisers in robust modeling to covariate

shifts and fair learning with respect to a sensitive feature.

In the following, we denote RKHS-0SV and RKHS-ISV as the OSV and ISV obtained from RKHS-SHAP.
As a benchmark, we implement the model agnostic sampling-based algorithm KERNELSHAP from the
Python package shap [Lundberg and Lee, 2017]. We denote the ISV obtained from KERNELSHAP
as KSHAP-ISV. As shap does not offer a model-agnostic OSV algorithm, we implement the approach
from Aas et al. [2019], where OSVs are estimated using Monte Carlo samples from fitted multivariate
Gaussians. We denote this approach as GSHAP-0SV. We fit a kernel ridge regression on each of our

experiments. Lengthscales of the kernel are selected using median heuristic and regularisation parameters
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are selected using cross-validation. Further implementation details and real-world data illustrations are

included in Appendix C.5.

5.5.1 RKHS-SHAP experiments

Experiment 1: Estimating Shapley values from Banana data. We consider the following 2d-Banana
distribution B(b~!,v) from Sejdinovic et al. [2014]: Sample Z ~ N(0,diag(v, 1)) and transform
the data by setting X; = Z; and Xo = b_l(Zl2 — v) + Z. Regression labels are obtained from
frun(X) = b71(X? — v) + Xo. This formulation allows us to compute the true ISVs and OSVs in
closed forms, i.e ¢, (fiun) = b~ (X3 — 0), 8% 5 (fiutn) = Xo. 65 (fun) = 3361 (XF — v) — Xa)
and ¢gg%(ftruth) = $(3Xy — b~1(X? — v)). In the following we will simulate 3000 data points from
B(b=1,10) with b € [1,10,20,50,100], where smaller values of b correspond to more nonlinearly
elongated distributions. We choose R? as our metric since the true Shapley values for each experiment
are scaled according to b. Figure 5.2 (left) demonstrate the R? scores of estimated ISVs and OSVs in
contrast with groundtruths SVs across different configurations. We see that RKHS-1SV and KSHAP-ISV
give exactly the same R? scores across configurations. This is not surprising as the two methods are
mathematically equivalent. While in KSHAP-ISV one averages over evaluated { f ()} with z’; being the
imputed data, RKHS-ISV aggregated feature maps of the imputed data first before evaluating at f, i.e
> f(@) = (f. 22,20 0(2))my, = (f, fix)n,. However, it is this subtle difference in the order of
operations contributes to a significant computational speed difference as we later show in Experiment
2. In the case of estimating OSVs, we see RKHS-0OSV is consistently better than GSHAP-OSV at all
configurations. This highlights the merit of RKHS-0SV as no density estimation is needed, thus avoiding

any potential distribution model misspecification which happens in GSHAP-OSV.

Experiment 2: Run time analysis. In this experiment we sample n data points from 5(1, 10) where
n € [100, 500, 1000, 1500, 3000, 5000] and record the log;, seconds required to complete each algorithm.
In practice, as the software documentation of shap suggests, one is encouraged to subsample their data
before passing to the KERNELSHAP algorithm as the background sampling distribution to avoid slow
run time. As this approach speeds up computation at the expense of estimation accuracy since fewer
data is used, for a fair comparison with our RKHS-SHAP method which utilises all data, we pass the
whole training set to the KERNELSHAP algorithm. Figure 5.2 (mid) illustrates the run time across
methods. We note that the difference in runtime between the two sampling based methods KSHAP-1SV and
GSHAP-0SV can be attributed to a different software implementation, but we observe that they are both
significantly slower than RKHS-ISV and RKHS-OSV. RKHS-0SV is slower than RKHS-ISV as it involves

matrix inversion when computing the empirical CME. In practice, one can trivially subsample data for
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Figure 5.3: Distributions of SVs of sensitive feature X5 and correlated feature X4 obtained from ISV-REG
and OSV-REG at different regularisation parameters. Colour intensity represents the strength of regulari-
sation.

RKHS-SHAP to achieve further speedups like in the shap package, but one can also deploy a range of

kernel approximation techniques as discussed in Section 5.2.2.

5.5.2 Shapley regularisation experiments

For the last two experiments we will simulate 3000 samples from X ~ N (0, X) with diag(¥) = 15
and X4 5 = Y54 = 0.9, 0 otherwise, therefore feature X4 and X5 will be highly correlated. We set our
regression labels as fuue(2) = ' 8 with 3 = [1,2,3, 4, 10], enforcing X5 to be the most influential

feature. We use 70% of our data for training and 30% for testing.

Experiment 3: Protection against covariate shift using ISV-REG. For this experiment, we inject extra
mean zero Gaussian noise to the most influential feature X7 in the testing set, i.e. X, = X5 + ¢/ N (0, 1)
for o/ € [0,0.1,0.5,1,1.5]. We assume that there is an expectation for covariate shift in X5 to occur
at test time, due to e.g. a change in the measurement precision — hence, we train our model fis using
ISV-REG at different regularisation level As for A\; € [0,0.5,1,1.5,2,2.5]. We then compare RMSEs
when no covariate shift is present (¢’ = 0) against RMSEs at different noise levels. The results are
shown in Figure 5.2 (right). We see that when no regularisation is applied, RMSEs increase rapidly as o’
increases, indicating our standard unprotected kernel ridge regressor is sensitive to noises from X7. As the
Shapley regularisation parameter increases, the RMSE of the noiseless case gradually increases too, but

RMSEs of the noisy data are much closer to the noiseless case, exhibiting robustness to the covariate shift.

Experiment 4: Fair learning with OSV-REG At last, we demonstrate the use of Shapley regulariser to
enable fair learning. In this context, as we will see, OS V-REG is the appropriate regulariser. Consider X5
as some sensitive feature which we would like to minimise its contribution during the learning of f. Recall
X4 is highly correlated to X5 so it contains sensitive information from X5 as well. Figure 5.3 demonstrates

how distributions of ISVs and OSVs of X, and X5 changes as A, increases. As regularisation increases,
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the SVs of X5 becomes more centered at 0, indicating lesser contribution to the model fs. Similar
behavior can be seen from the distribution of ¢>§(Oi(f reg) but not from gi)ggl. This illustrates how ISV-REG
will propagate unfairness through correlated feature X4 while OSV-REG can take them into account by

minimising the contribution of sensitive information during learning.

5.6 Conclusion, limitations, and future directions

In this work, we proposed a more accurate and more efficient algorithm to compute Shapley values for
kernel methods, termed RKHS-SHAP. We proved that the corresponding local attributions are robust
to local perturbations under mild assumptions, a desirable property for consistent model interpretation.
Furthermore, we proposed the Shapley regulariser which allows learning while controlling specific feature
contribution to the model. We suggested two applications of this regulariser and concluded our work
with synthetic experiments demonstrating specific aspects of our contributions. Extensive real-world data

explanations are provided in Appendix C.5.2 for empirical demonstration.

While our methods currently only are applicable to functions arising from kernel methods, a fruitful
direction would be to extend the applicability to more general models using the same paradigm. It would
also be interesting to extend our formulation to kernel-based hypothesis testing, and for example, to

interpret results from two-sample tests.
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6| Learning Inconsistent Preferences with Gaussian Processes

This chapter is based on the following published paper:

Siu Lun Chau*, Javier Gonzalez, and Dino Sejdinovic. “Learning inconsistent preferences with
Gaussian Processes” The 25th International Conference on Artificial Intelligence and Statistics

(AISTATS 2022)

Abstract

We revisit widely used preferential Gaussian processes (PGP) by Chu and Ghahramani [2005] and
challenge their modelling assumption that imposes rankability of data items via latent utility function
values. We propose a generalisation of PGP which can capture more expressive latent preferential structures
in the data and thus be used to model inconsistent preferences, i.e. where transitivity is violated, or to
discover clusters of comparable items via spectral decomposition of the learned preference functions.
We also consider the properties of associated covariance kernel functions and its reproducing kernel
Hilbert Space (RKHS), giving a simple construction that satisfies universality in the space of preference
functions. Finally, we provide an extensive set of numerical experiments on simulated and real-world
datasets showcasing the competitiveness of our proposed method with state-of-the-art. Our experimental

findings support the conjecture that violations of rankability are ubiquitous in real-world preferential data.
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6.1 Introduction

Data concerning user preferences for items or services is ubiquitous and is often used to detect patterns
in user behaviour and to make recommendations. Moreover, these user preferences are often relative
(i.e. based on recording choices between a pair of competing items) and may involve an abundance
of ranking inconsistencies, e.g. preference of A over B, B over C, but C' over A — sometimes called
a rock-paper-scissors relation, and reported, e.g. in mating strategies of certain species [Sinervo and
Lively, 1996]. Situation like this arises in many domains and is an example of the Condorcet Paradox
extensively investigated in social choice theory [Gehrlein, 1983]. Such inconsistencies may arise due to
latent structures determining the criteria for preferences, where different item features may be relevant for
making each of these three choices. As an example, consider the case where a cue is present in an item
description for C, which may be relevant for its comparison to A but not for its comparison to B, and that
this cue changes the user’s criterion when making the choice. Motivated by such inconsistent preferences,
we will propose a Gaussian process (GP) model which can capture such latent structures by seamlessly

incorporating all the available context information, i.e. sets of item covariates.
Our main contributions can be summarised as follows:

1. We propose a simple generalisation of PGP by Chu and Ghahramani [2005], allowing to model
preferences that do not conform to a consistent ranking. Our method can be integrated directly
into many existing probabilistic preference learning algorithms in fields such as rank aggregation
[Simpson and Gurevych, 2020], Bayesian optimisation [Gonzélez et al., 2017], duelling bandits
[Zoghi et al., 2015], recommender systems [Nguyen et al., 2014] and reinforcement learning

[Zintgraf et al., 2018].

2. The proposed Generalised Preferential Gaussian Processes (GPGP) use Generalised Preferential
Kernels — we give a simple construction of these kernels which we prove to satisfy the appropriate
notion of universality, i.e. the corresponding RKHS is rich enough to approximate any bounded
continuous skew-symmetric function arbitrarily well. While a weaker form of this result has
previously appeared in Waegeman et al. [2012], our proof uses different techniques, building on
co-universality notions as developed by Sriperumbudur et al. [2011], allowing for more general

domains like R?,

3. We extend ideas from partial ranking [Cheng et al., 2012] and propose a spectral decomposition
method to extract clusters of comparable items from preferential data using GPGP. This allows us

to extract interpretable substructures from a complex network of preferential relationships.
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The chapter is outlined as follows: in section 6.2, we outline the problem and overview related work.
In section 3, we introduce GPGP, describe universality of the corresponding kernel function and how
GPGP can be used to uncover clusters of comparable items. Section 4 provides extensive experiments
on synthetic and real-world data. Our results improve performance over PGP on all real-world datasets,

giving further evidence for the ubiquity of inconsistent preferences. We conclude in section 5.

6.2 Background

Let X be the data domain where we choose data to compare. The well-established paradigm in this
context is preference learning (PL), which is concerned with predicting and modeling an order relation on
a collection of data items [Fiirnkranz and Hiillermeier, 2010]. Typical PL models [Chu and Ghahramani,
2005, d’ Aspremont et al., 2019, Gonzélez et al., 2017, Houlsby et al., 2012] assume that there is a latent
utility function f : X — R to be optimised. We may observe noisy evaluations of f in forms such
as item ratings or rankings, but in many cases, explicit direct feedback from f is scarce or expensive
and the quantity of implicit feedback data typically far outweighs the explicit data. Moreover, when
the feedback comes from human users, they are better at evaluating relative differences than absolute
quantities [Kahneman and Tversky, 1979], and in the absence of a reference point explicit feedback may
be unreliable and its scale may be ambiguous or difficult to determine. This motivates us to consider the
situation where the feedback consists of binary preferences, which we denote as duelling data. Formally,
a pair of items (z,2’) € X x X is presented to the user and we observe a binary outcome that tells us

whether x or 2’ won the duel. For simplicity, we will assume here that no draws are allowed.

Binary preference data are often represented as Directed Aclycic Graphs (DAGs), where items are denoted
as nodes and an edge from node = — 2’ implies that 2 won the duel over 2’ [Pahikkala et al., 2009]. As a
result, preference learning can often be seen as learning on DAGs. For example, PageRank [Page et al.,
1998] can be seen as an Eigenvector centrality measure on a preference graph. For the rest of the chapter,

we will use the term preference graph and preferential data interchangeably.

One simple model for the duelling feedback is given by

pyl(z,a")) = o(yg(z,a’)), ye{-1,+1} (6.1)
for some g : X x X — R, logistic function o (t) = ﬁ and y = +1 denoting that x is preferred over
x’. We note that g must be skew-symmetric, i.e. g(z,z’) = —g(2’, z) to satisfy the natural condition

p (yl(z,2")) + p (y|(2', ) = 1 since there are only two outcomes allowed: a win for x or a win for z’.

Considering general relations on pairs of items in X x X&', Pahikkala et al. [2010] term relations which
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satisfy skew-symmetry reciprocal.

An instance of model (6.1) is Preferential Gaussian Process (PGP) introduced by Chu and Ghahramani
[2005]. It is assumed therein that g imposes rankability on X. If we define z < 2/ <= g(z,2’) <0,
then < is a total order on all of X". This corresponds to writing g(x,2’) = f(x) — f(2'), where f is the
utility function which is determined up to a global shift. Pahikkala et al. [2010] consider a similar notion
of a reciprocal relation and term it weakly ranking representable when such f exists. In the PGP model, a

GP prior is imposed on latent f and the likelihood for a given observation (z;, z, ¥; j) now becomes

p(yigl(zisz5)) = o ((f(z:) = f(75)) vij) - (6.2)

Inference on f can then proceed similarly as in GP classification, using methods such as Laplace
approximation [Williams and Rasmussen, 2006, Section 3.4] or variational methods [Hensman et al.,

2015].

A multitude of probabilistic PL algorithms are developed based on PGP. An extension of the model to
predict crowd preferences is introduced by Simpson and Gurevych [2020], where a low-rank structure
is imposed on the crowd preference matrix and each component is modelled using a GP. On the other
hand, Gonzdlez et al. [2017] developed preferential Bayesian optimisation to optimise black-box functions
where queries only come in the form of duels. Houlsby et al. [2012] incorporated PGP with unsupervised
dimensionality reduction for multi-user recommendation systems. Under a similar setting, Nguyen et al.
[2014] applied PGP into a GP factorisation machines to model context-aware recommendations. PGP is
also used in the field of reinforcement learning to provide preference elicitation strategies for supporting
multi-objective decision making [Zintgraf et al., 2018]. Finally, one can directly incorporate the learned
preference function into learning to rank problems [Ailon and Mohri, 2010]. All models mentioned above

assume the data to be perfectly rankable and this is the assumption we challenge in this chapter.

Other preference learning models also typically assume data to be rankable and that a well defined utility
function exists. Classical examples are random utility model [Thurstone, 1994], Bradley-Terry-Luce
models [Bradley and Terry, 1952, Luce, 1959], the Thurstone-Mosteller model [Mosteller and Nogee,
1951] and many of their variants. Non-probabilistic preference models such as SVM-Rank [Joachims,
2009], Serial-Rank [Fogel et al., 2016], Sync-Rank [Cucuringu, 2016] and SVD-Rank [d’ Aspremont

et al., 2019] also typically assume rankability in their formulations.

In practice however, total rankability is often too strong of an assumption. There might be many reasons
why some “noisy” preferences do not conform to a single overall ranking. For example, it is well studied

that cognitive biases often lead to inconsistent human preferences in behavioral economics [Tversky
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and Kahneman, 1992]. In fact, not until very recently did the ranking community start to challenge this
assumption by proposing quantitative metrics on measuring rankability of duelling data: Anderson et al.
[2019], Cameron et al. [2020] considered rankability as a metric measuring the difference between the
observed preference graph and a perfectly rankable complete dominance graph. This motivates the need

to consider a general preference modelling methods without assuming total rankability.

To relax rankability assumptions and thus capture more complex latent structures in preferential data, we
will consider a Gaussian process formulation for a general case where no single order can be formed and
it is, in particular, possible that transitivity is violated, i.e. z < 2/, 2’ < 2” but 2/ < x. We believe that
in many cases, such inconsistent relationships are fundamental to the data generating process. In fact,
this conjecture is supported by the findings of Zoghi et al. [2015] who consider discrete choice (duelling
bandits) problem with the application in ranker evaluation for information retrieval. They concluded that
the instances where the Condorcet winner (an item which beats all the others with probability larger than
%) does not exist far outweigh those where it does. Since the existence of a single objective function f with
a unique global maximum would imply the existence of the Condorcet winner, we see that inconsistent

preferences may, in fact, be prevalent in practice.

A thread of important related work arises in the inference of general (i.e. not necessarily preferential)
relations between pairs of data objects [Pahikkala et al., 2010, Waegeman et al., 2012] using frequentist
kernel methods. In particular, Pahikkala et al. [2010] similarly emphasise the importance of being able
to model intransitive reciprocal relationships, motivating it using sports games examples. They also
introduce the same kernel function we will consider in this work. Waegeman et al. [2012] take this work
further, consider more general graded relations, reiterating importance of intransitivity, and study the
connections to fuzzy set theory. Waegeman et al. [2012] also prove the theoretical result which is a slightly
weaker form of our Theorem 6.3.2 on universality. As such, we emphasise that the generalised preferential
kernels we will consider are not new, but to the best of our knowledge they have not been used in Gaussian
process modelling, nor in discovering richer latent structure behind preferential data, which we propose
in this work. There is also work that considers intransitive relations using different types of statistical
models — without using item covariates and operating only on the matrix of match outcomes. For example,
Causeur and Husson [2005] extend the classical Bradley-Terry model, while Chen and Joachims [2016]
introduce so called Blade-Chest model and discover that substantial intransitivity exists in contexts such

as online video gaming data.

We will in this chapter deliberately adopt both Bayesian and frequentist viewpoints to kernel methods. We
consider and implement a new Gaussian process framework, generalising PGP of Chu and Ghahramani

[2005] which can hence be integrated in many probabilistic preference learning algorithms that build on
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PGP. But we also study the properties of the RKHSs associated to the corresponding kernel functions,
arriving at conclusions essentially equivalent to those in Pahikkala et al. [2010], Waegeman et al. [2012],
although we use different proof techniques which are more grounded in the notions of RKHS universality
developed by Sriperumbudur et al. [2011], allowing us to consider more general spaces X of item

covariates. We note that GPs and RKHSs have deep connections, as described in Kanagawa et al. [2018].

6.3 Methodology

6.3.1 Generalised preferential kernels

Recall that in PGP we express the preference function g(x, z’) as f(x) — f(2’) and place a GP prior on f.
In fact, one can recast the inference solely in terms of g as f directly induces a GP prior on g by linearity.

The corresponding covariance kernel k% is then given by

Ke((u,), (v,0) = cov(f(u) — f(u'), f(v) = f(v))
= k(u,v) + k(u',v") — k(u,v") — k(u',v), (6.3)

where the base kernel £ is the covariance structure on f. Houlsby et al. [2012] called k‘% the preference

kernel. This reformulation allows us to directly apply many state-of-the-art GP classification methods.

Now consider a more general case where g : X x X — R corresponds to any skew-symmetric function.

We will consider the following skew-symmetric kernel:
ke((u,u), (v,0") = k(u, v)k(',v") — k(u, v )k, v), (6.4)

termed Generalised Preferential Kernel and the corresponding GP will be called the Generalised Prefer-

ential Gaussian Processes (GPGP).

The kernel (6.4) is not new and was previously studied by Pahikkala et al. [2010], Waegeman et al.
[2012] in their work on intransitive relations, as well as in persistent homology analysis to enforce
appropriate symmetry conditions [Kwitt et al., 2015, Reininghaus et al., 2015]. In particular, Pahikkala
et al. [2010] take a feature mapping ¥ on X x X and “skew-symmetrise” it in the following way:
o(x,2') = P(x,2") — (a’,x). Now ¢ and the corresponding kernel can be used to model skew-
symmetric functions and, thus, reciprocal relations. In case where ¢ corresponds to the Kronecker product
kernel k ® k, this results exactly in (6.4). We give some further details of the feature map view of these

kernels in the Appendix.
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One can interpret both k:OE and kg as kernels between edges in a preference graph. kg can be extended
further to tackle more complex preferential data settings such as learning from crowd preferences and
preference learning from distributional data. We will keep the exposition here simple and a further

description of these extensions is included in the Appendix.

For any kernel function «, denote its RKHS by H,. Hj,, is clearly more expressive than HkOE as it
imposes no rankability assumption on its elements. We next consider how expressive Hy,,, is, given
suitable regularity conditions on X and k. In particular, for any skew-symmetric bounded continuous
function g on X’ x X, can one find a function in H;,, that arbitrarily well approximates g? We define a
suitable notion of ss-co-universality below which allows for a very general domain X. There are different
notions of universality for kernels and we refer the reader to Micchelli et al. [2006], Sriperumbudur et al.

[2011] and references therein for further details.

Definition 6.3.1 (ss-co-universality). Let X be a locally compact Hausdorff space and let
Co.ss(X x X) be the space of functions f : X x X — R which are continuous, bounded,
skew-symmetric and vanish at infinity. A kernel k is said to be ss-cy-universal on X x X if and

only if Hy, is dense in Cp (X x X) w.rt. the uniform norm.

We next prove a theorem which allows us to easily construct ss-co-universal kernels kr by simply selecting
k to be cp-universal [Sriperumbudur et al., 2011]. We note that a weaker form of this result was first
proved in [Waegeman et al., 2012, Theorem II1.4] using different techniques. Our proof (included in
Appendix) builds on the notion of cg-universality and its relationship with integrally strictly positive
definite kernels developed by Sriperumbudur et al. [2011], making the construction applicable to any
locally compact Hausdorff space X, whereas Waegeman et al. [2012] require compact metric spaces,

thereby excluding interesting domains such as R or infinite discrete spaces.

Theorem 6.3.2 (ss-cy-universality of kg). Assume that the base kernel k is co-universal on the
locally compact Hausdorff space X. Then the generalised preferential kernel kg ((u,u’), (v,0")) =

k(u,v)k(u',v") — k(u,v")k(u',v) is ss-co-universal on X x X.

6.3.2 Clusters of comparable items

Clustering is a popular method to consider latent structures behind preferential data. Many existing
methods [Cao et al., 2012, Li et al., 2018, Grbovic et al., 2013, Fogel et al., 2016] cluster items based on
their similarity devised from the outcomes of matches. For example, in Fogel et al. [2016] the authors

used a two-hop aggregation method on the preference graph to compute the similarity between two items,
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ie. Sij = > 1 Yikyjk Inthis work, we consider a different notion of clustering for preferential data,
which we term clusters of comparable items. In particular, we are interested in discovering groups of
items that are comparable and thus rankable within clusters but not across. Cases like this might arise
when the pairwise comparison is defined indirectly. For example, product preferences are often deduced
using product search histories in e-commerce [Karmaker Santu et al., 2017] and products may not always
belong to the same categories. A related problem is studied in partial rankings [Cheng et al., 2012],
where certain pairs of items can be declared as incomparable by thresholding the probabilities of pairwise
preferences between items. In contrast to partial rankings though, we do not need to consider individual

probabilities, and by clustering the items, all pairings across clusters are declared as incomparable.

Consider a latent preference function g and assume that it belongs to Hy,,. We can associate to g a

skew-symmetric Hilbert-Schmidt operator S, : H;, — H;, which satisfies

(k(,2), 89k (a'))y, =9 (2.2). (6.5)

For example, if g(x,z") = f(x) — f(2’) then S, is a rank two operator given by Sg = f ® e — e ® f and
e(x) = 1 is the constant function. Conversely, if S, has rank two and one of its top singular functions is
constant, a total order can be imposed on X’ by the non-constant top singular function. Similar reasoning
can also be applied to the match outcomes matrix directly and is the core idea behind SVD-based

approaches to ranking [d’Aspremont et al., 2019, Chau et al., 2020].

In general, however, S; may have a higher rank. Specifically, in the case of the existence of L clusters of

comparable items, S, can be written as an operator of rank 2L given by
L
= Z(fl ®e —e® fi) (6.6)
=1

where fj is the utility function of the [-th cluster and ¢; is the [-th cluster indicator function, i.e. it equals

to 1 if item x belongs to cluster /, and 0 otherwise.

We are now interested in extracting clusters of comparable items from a fitted function g. Assuming (6.6),

the true complete preference matrix G with G; ; = g(x;, ;) satisfies

L
>R - 1f). (6.7)

=1

G

f; is the vector of evaluations of the [-th cluster utility function f; and 1; is the {-th cluster indicator vector,
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i.e. its j-th entry equals to 1 if item x; belongs to cluster [, and 0 otherwise.

To recover the clusters, we first estimate the preference matrix G using GPGP and treat it as a noisy
version of the true low rank matrix G. The clusters can then be recovered by applying standard clustering
algorithms (e.g. K-means) to the data representation given by the top 2L singular vectors from G,

analogously to classical spectral clustering.

6.3.3 Data augmentation baseline

It is simple to extend any classification algorithm to model skew-symmetric duelling preferences using
data augmentation, without assuming rankability. One example is to take an observation (z;, z;, y;;) of
the match between z; and x, and concatenate the two sets of item covariates in two different orders, as
xi; = |x;,x;] and xj; = [z}, ;] and pass them to a classification model with both z; ;, z;; as inputs
and y; ; and y;; = —y; ; as their respective targets. While such data augmentation does encourage skew-
symmetry, the resulting function is not guaranteed to be skew-symmetric on all inputs. Skew-symmetry
can then be enforced by averaging the model outputs:

. 1 1.
P(yij = 1(zs,75)) = §pcat(yz'j = lziy) + §pcat(yjz' = —1]z;4), (6.8)

where pc, are the probabilities fitted on the concatenated item covariates. Although this ad-hoc augmenta-
tion allows us to relax the rankability assumption in preference learning and is applicable to any models,
including GPs, its theoretical justification is questionable, and the additional computational cost due to

doubling the data size may be problematic.

We note that another approach applicable to linear models would be to impose skew-symmetry via model
coefficients directly, but it is not clear how one might extend it to nonparametric methods such as GPs.
We provide further discussion of this line of reasoning with its connection to the feature maps of PGP and

GPGP in the Appendix.

6.3.4 Scalability

Since GPGP is formulated on the joint item space X x X of pairs of items, computational considerations
need to be taken into account. In the worst case scenario, we may be storing and inverting a (g) X (g)
kernel matrix for n items, if a match is played between every pair of items. This seldom happens in
practice, however. In fact, most real-world comparison data is highly sparse, especially if the number of

items n is large. Nonetheless, there are a large number of well established ways to scale up GPs that can

be readily applied to GPGP, e.g. variational inducing points [Hensman et al., 2015] or conjugate gradient
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methods [Filippone and Engler, 2015]. In addition, Gardner et al. [2018] proposed techniques to reduce
the asymptotic complexity of exact GP inference from cubic to quadratic. One can also use methods such
as KISS-GP [Wilson and Nickisch, 2015] exploiting Kronecker and Toeplitz algebra for further speedups.
Kronecker structure of kernel matrices, as well as conjugate gradient methods were also exploited by

Pahikkala et al. [2013] in the context of regularized least squares with generalised preferential kernel.

6.4 Experiments

Our experiments demonstrate the key aspect of GPGP: the ability to model cyclic and inconsistent
preferences from duelling data. In section 6.4.1, we study the robustness of GPGP using simulated
preferences with different levels of sparsity and inconsistencies. Section 6.4.2 studies the problem
of clusters of comparable items using simulation to further showcase how GPGP can learn complex
preferential structures. Finally, we conclude the experiments by testing GPGP against alternative preference
prediction methods using 4 real-world datasets with a total of 22 examples. As baselines, we compare
GPGP with Preferential GP (PGP), GP with data augmentation (PAIR-GP) and Logistic Regression with data
augmentation (PAIR-LOGREG). The latter two baselines use a scheme described in 6.3.3. For all methods

_ lz—a]?

involving kernels, we use the Gaussian radial basis function kernel (RBF) k(z, z) = exp ( 57 )

and obtain lengthscale y by optimising the evidence lower bound. We use Laplace approximation and

conjugate gradient methods for inference in GPGP, PGP and PAIR-GP.

6.4.1 Simulation: Cyclic and inconsistent preferences

Data generation Consider a comparison network with n items and a covariate matrix X € R™"*P. We
assign to each node a latent state z € {1, .., L} and generate a set of utility functions {7, ./ }f _1»1.e. there
is a different utility function for each pair (z, 2’) of latent states. We let 7, /() = >°%_, ozjz-’zlkz(:p, ;)
with each vector o ! N (0, I,). Comparison between node 7 and j is then conducted based on the
utility selected by their latent states, i.e. i <X j <= 1, .;(%;) < 1, ., (7;). This setup brings in cyclic
and inconsistent preferences to the overall preference graph. Figure 6.1a provides a visual illustration of
the experiment with L = 2 with a cycle indicated in bold. Different colour of the edges indicates that a

different criterion, i.e. utility function, is used in pairwise comparisons.

We simulate a preference graph with n = 30 players each containing p = 5 covariates with different level
of graph sparsity and number of latent states (L = 1,2, 5). Latent states are simulated uniformly. Item
features are generated conditionally on latent states with x|z ~ N(z1, I5), thus allowing the features to
encapsulate information about the latent states. We do a 70 — 30 train-test-split on the data and repeat the

experiments 20 times.
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(a) Cyclic and Inconsistent Preference illustration (b) Clusters of comparable items

Figure 6.1: (left): Items belongs to different groups and preference between items corresponds to the
utility function determined by their latent states (different colors indicate that different utility function is
used). Overall preference exhibit cycles (indicated in bold). (right) Items belongs to different groups and
items are rankable within the groups, but preferences across groups are random.

0 0.2 0.4 0.6 0.8 : 0 0.2 0.4 0.6 08 ) 0 02 0.4 0.6 0.8
Sparsity Sparsity Sparsity

(a) L = 1 (Perfectly Rankable) b)L=2 (c)L=5

Figure 6.2: Comparisons of algorithms for simulations at different sparsity and inconsistency level.
Accuracies are averaged over 20 runs and error bars of 1 standard deviation are provided.

Results Figure 6.2 gives the accuracy of GPGP when predicting preferences on held-out data in compari-
son with baselines. As L increases, we see a significant decrease in accuracy for PGP and PAIR-LOGREG
whereas GPGP and PAIR-GP performed relatively stable. On average GPGP outperforms the other methods,
except in the high sparsity regime with L = 1, where PGP performed better. In fact, this is not surprising

as L = 1 corresponds to a perfectly rankable duelling problem since there is only one utility function.

6.4.2 Simulation: Clusters of comparable items

Data generation Similar to the setup from section 6.4.1, we assign to each data a latent state and match
outcomes follow utility functions dependant on these states. However, when comparisons are made across
latent groups, the outcome is a Bernoulli(1/2), independent of all else, due to items being non-comparable.
See Figure 6.1b for a visual illustration. We simulate matches between 30 players each containing 5

features with different level of sparsity and number of latent clusters L = 2, 3.
We give three possible approaches of finding the clusters of comparable items,

1. GPGP-CLUS: First recover the latent preference matrix GG using GPGP, then run KMeans on the top
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2L corresponding singular vectors of G.

2. PR-CLUS: First apply the partial ranking with abstention method from Cheng et al. [2012] to remove

non-comparable matches. SVD and KMeans are then applied to the trimmed comparison matrix.

3. SVD-CLUS: Apply KMeans to the data representation given by the top 2L singular vectors from the

comparison graph directly.

We report the proportion of items which are correctly clustered as a metric of performance. We do not

include PGP-CLUS here because PGP performs poorly when there are multiple ranking signals.

1.0

o 1.0
£
c
0.8 Eo0o9f= *
H
o
E 0.8 ®
.5 0.6 _5 [
t £ w O
Q Q =
o (=X £
204 o S 0.6
a o ‘s
g 0.5
£ GPGP vs SVD, L=2
02 804 GPGP vs SVD, L=3
o #- GPGPvs PR, L=2
o0 & 03 GPGP vs PR, L=3
’ 0 0.2 0.4 0.6 0.8 ’ 0 0.2 0.4 0.6 0.8 0 0.2 0.4 0.6 0.8
Sparsity Sparsity Sparsity
(a)L=2 b)L=3 (c) Comparing GPGP with baselines

Figure 6.3: (a, b) Comparisons of algorithms for simulations with different number of clusters and sparsity
level. Proportion of items correctly clustered are averaged over 20 runs and error bars of 1 standard
deviation are provided. (c) Proportion of times GPGP performed better than baselines.

Results Figure 6.3 gives the performance of the methods in recovering clusters of comparable items,
comparing the proportion of the items each method clustered correctly. On average GPGP-CLUS performed
better than the rest, except at low sparsity, i.e. dense graphs, where it performed similarly to SVD-CLUS.
This is expected as for a highly dense preference graph, modelling with GPGP will not gain further
additional information about the overall preference structure. On the other hand, PR-CLUS performed
consistently poorly because it assumes rankability of the data. In other words, it only removes matches

that agree with the sole ranking signal the algorithm recovered.

6.4.3 Predicting preferences on real data

We apply GPGP and baselines to a variety of real-world comparison graphs, and measure outcome by their
accuracy in predicting preferences on the test set. A 70-30 train-test split is applied to the data over 20
trials. Table 6.1 summarises the test results on 4 datasets for preference learning. We report the average
network clustering coefficient Cy,4 [Saramiki et al., 2007] as a proxy to illustrate how non-rankable the

problem is.
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Table 6.1: Test results on the 4 datasets for preference learning. Accuracy averaged over 20 trials is
reported along with its standard deviation. Cy,, is the average clustering coefficient of a comparison
graph. The symbol * indicates when the algorithm’s accuracy is significantly worse than that of GPGP.
Wilcoxon rank-sum test with level 0.05 was used to determine the statistical significance.

Accuracy (%)
DATASET # Ttem # Edge Cavg | GPGP PGP PAIRGP PAIRLOGREG
Chameleon 35 104 0.33 | 0.78 £0.06 | 0.51 +£0.09* | 0.72 £ 0.08* | 0.71 + 0.08*
Flatlizard 77 100 0.07 | 0.83 £0.06 | 0.80+0.09 | 0.78 £0.07* | 0.77 + 0.09*
NFL 2000-18 32 213x19 yrs | 0.54 | 0.59 £0.03 | 0.51 £0.02* | 0.58 £0.03 | 0.65 £+ 0.03
ArXiv Graph 1025 1000 0.11 | 0.74 £ 0.02 | 0.66 £+ 0.03* | 0.70 £ 0.02* | 0.62 £ 0.02*

Male Cape Dwarf Chameleons Contest This data is used in the study by Stuart-Fox et al. [2006b].
Physical measurements are made on 35 male Cape dwarf chameleons, and the results of 104 contests are
recorded. From Table 6.1, we see that GPGP statistically outperformed all baselines. In particular, PGP

was the worst performer due to the moderately high clustering coefficient.

Flatlizard Competition The data is collected at Augrabies Falls National Park (South Africa) in
September-October 2002 [Whiting et al., 2009], on the contest performance and background attributes of
77 male flat lizards (Platysaurus Broadleyi). The results of 100 contests were recorded, along with 18
physical measurements made on each lizard, such as weight and head size. This comparison graph has the
lowest average clustering coefficient thus is the most rankable compared to the rest. On average GPGP still

performed better than PGP but the difference is not statistically significant.

NFL Football 2000-2018 The data contains the outcome of National Football League (NFL) matches
during the regular season, for the years 2000 - 2018 !. In addition, 256 matches per year between 32
teams, along with 18 performance metrics, such as yards per game and number of fumbles are recorded.
We pick the top 5 informative features by applying the BAHSIC feature selection algorithm [Song et al.,
2012] and run the algorithm on each year’s comparison graph separately and average the results. In this
highly non-rankable (Cg,q = 0.54) problem, PAIR-LOGREG outperformed the rest. This is not surprising
as the features (e.g. yards per game) are expected to be linearly related to the match outcome and a linear

model may thus better capture these relationships. Nonetheless, GPGP still outperformed PGP.

ArXiv Citation Network The last dataset we use is from the Open Graph Benchmark [Hu et al., 2020]
arXiv Computer Science papers citation network. Each paper represents a node and an edge from node
¢ — j means paper ¢ cited paper j. We pick an induced subgraph with 1025 nodes and 1000 edges
from the full network. Each node contains a 128-dimensional feature vector obtained by averaging the

embedding of words in its title and abstract. Again, we see GPGP performed significantly better than the

!data collected from nfl.com
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other algorithms. It is interesting to note that PAIR-LOGREG was the worst performing method, indicating
that word-embedding features, in contrast to the features from the NFL problem, have a highly non-linear

relationship with the match outcome.

6.5 Conclusion and Discussion

We proposed Generalised Preferential Gaussian Processes (GPGP), a new probabilistic model for pref-
erential data. GPGP relaxed the rankability assumption and comes with a strong theoretical justification
in terms of universality of the corresponding kernel function. It can be readily integrated into many
existing preference learning algorithms that are based on PGP. Experimental results on simulations
and real-world datasets show superior performance in comparison to PGP, the latter demonstrating the
prevalence of inconsistent preferences and the need for relaxing the rankability assumptions in practice.
We demonstrated how GPGP can be used to solve a specific problem that goes beyond rankability, i.e.
recovering clusters of comparable items. A number of other problems which similarly involve more

complex preferential structures can be studied based on the proposed framework.

Relaxing rankability allows to investigate latent structures influencing preferences, including the case
where preferences are inconsistent, cyclical or when many items are simply not comparable to each other.
Building on the existing preferential Gaussian Process (PGP) model, our approach introduces additional
flexibility but preserves the advantages of having a Bayesian probabilistic model and faithful uncertainty
quantification. The algorithms we proposed may enable more robust and customised recommendations
to users in recommender systems and information retrieval. It is also envisaged that our work will find

applications in A/B testing, gaming systems, and Bayesian optimisation with implicit or relative feedback.

Digital trails such as web searches and purchase patterns are often collected for targeted recommendations.
It is worth noting that these features might include sensitive personal information and utilising them
without careful consideration might be unethical. Therefore, an important practical research direction will
be to consider combining GPGP with algorithmic fairness approaches applicable to kernel methods and

GPs [Li et al., 2019b], or to use differentially private mechanisms for GPs [Smith et al., 2018].
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7| Explaining Preference Models with Shapley Values

This chapter is based on the following paper,

Robert Hu*, Siu Lun Chau*, Jaime Ferrando Huertas, and Dino Sejdinovic. “Explaining Pref-
erences with Shapley Values” Advances in Neural Information Processing Systems (NeurIPS),

2022

Abstract

While preference modelling is becoming one of the pillars of machine learning, the problem of preference
explanation remains challenging and underexplored. In this chapter, we propose PREF-SHAP, a Shapley
value-based model explanation framework for pairwise comparison data. We derive the appropriate value
functions for preference models and further extend the framework to model and explain context specific
information, such as the surface type in a tennis game. To demonstrate the utility of PREF-SHAP, we
apply our method to a variety of synthetic and real-world datasets and show that richer and more insightful

explanations can be obtained over the baseline.
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7.1 Introduction

Preference learning [Fiirnkranz and Hiillermeier, 2003] is a classical problem in machine learning,
where one is interested in learning the order relations on a collection of data items. Preference learning
algorithms [Bradley and Terry, 1952, Thurstone, 1994, Chu and Ghahramani, 2005, Gonzélez et al., 2017]
often assume that there is a latent utility function f : X' — R dictating the outcome of preferences, where
X denotes the domain of item covariates. An explicit feedback such as item ratings or rankings from
recommender systems can be treated as noisy evaluations of f, whereas pairwise comparison data (also
known as duelling data) arising from, e.g., sports match outcomes [Cattelan et al., 2013, Chau et al., 2020]
can be used to implicitly infer f, i.e. item x(©) is preferred over (beats) item x") when f(x()) > f(x(")).
As shown by Kahneman and Tversky [1979], humans often struggle with evaluating absolute quantities
when it comes to eliciting preferences, but are broadly capable of evaluating relative differences, a core
observation often exploited in preference learning. Motivated by such, this work will focus on explaining

preferences inferred using duelling data.

Explaining preference models is crucial when they are applied in areas such as recommendation sys-
tems [Houlsby et al., 2012], finance [Bennett et al., 2022], and sports science [Stuart-Fox et al., 2006b] for
the practitioner to trust, debug and understand the value of their findings [Chau et al., 2021b]. However,
despite its importance, no prior work has studied this problem to the best of our knowledge. While one may
suggest applying existing explainability tools such as LIME [Ribeiro et al., 2016], or SHAP [Lundberg
and Lee, 2017] to a learned utility function f, we reason that this approach only explains the utility but not
the mechanism of eliciting preferences itself. We highlight the important differences between these two
viewpoints in our numerical experiments. Moreover, the utility-based model places a strong rankability as-
sumption on the underlying preferences, meaning that if we define x(©) < x(") «— f(x() < f(x(")),
then < is a total order on all the items. However, as Pahikkala et al. [2010] and Chau et al. [2022] have
discussed, there are many departures from rankability in practice, e.g. we might easily see a preference of
A over B, B over C, but C over A — conforming to the rock-paper-scissors relation. Such inconsistent
preferences are under frequent study in social choice theory [List, 2022, Gehrlein, 1983], and are of wider
interest in both healthcare Tsopra et al. [2018] and retail Feng et al. [2021] where data are both large and

noisy.

To move beyond the rankability assumption, we will utilise the Generalised Preferential Kernel from
Chau et al. [2022] to model the underlying preferences, and develop PREF-SHAP, a novel Shapley
value [Shapley, 1953]-based explainability toolbox, to explain the inferred preferences. Our contributions

can be summarised as follows:
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1. We propose PREF-SHAP, a novel Shapley value-based explainability algorithm, to explain prefer-

ences based on duelling data.

2. We empirically demonstrate that PREF-SHAP gives more informative explanations compared to

the naive approach of applying SHAP to the inferred utility function f.

3. We release a high-performant implementation of PREF-SHAP at Hu and Chau.

7.2 Background materials

We will first give a brief overview of preference learning and Shapley Additive Explanations (SHAP) [Lund-
berg and Lee, 2017], which are the two core concepts of our contribution, PREF-SHAP, described in

Section 7.3.

Notation. Scalars are denoted by lower case letters, while vectors and matrices are denoted by bold
lower case and upper case letters, respectively. Random variables are denoted by upper case letters.
X C R9 denotes the item space with d features and ) = {—1, 1} is the binary preference outcome space'.
Weletk: X x X — R be a kernel function and H;, the corresponding reproducing kernel Hilbert space

(RKHS).

7.2.1 Preference Learning

In this section, we will introduce the two approaches to model preferences from duelling data, namely the
utility based approach and the more general approach from Chau et al. [2022]. Formally, a preference
feedback is denoted as duelling, when a pair of items (x(z) , X(T)) € X x X is given to a user, and a binary
outcome y € Y telling us whether x or x(") won the duel, is observed. In general, we observe m binary
preferences among n items, giving the data D = (y, X(©), X)) = {(yj, xy) : xg-r) ) };n:l We also use

X € R"*4 to denote the full item covariate matrix.

Utility-based Preference model (UPM) The following likelihood model is often used [Bradley and
Terry, 1952, Thurstone, 1994, Chu and Ghahramani, 2005, Gonzdlez et al., 2017, Chau et al., 2020] to

model duelling feedback using a latent utility function f:

(01050 = o (5 (x9) =1 (<))

!"Thus, we do not model ‘draws’ in match outcomes, but the model can be straightforwardly extended to include them by
specifying the appropriate likelihood function.
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where o is the logistic CDF, i.e. 0(z) = (1 + exp(—2))~!. Maximum likelihood approaches are then
deployed to learn the latent utility function f. Consequently, preferences between items can be inferred

accordingly from f = { f(x;)}7_,,i.e. X; is on average preferred over x; if f; > f;.

Albeit elegant, there are several drawbacks to this approach in modelling preferences. As mentioned, using
a one-dimensional vector f to derive preferences assumes that the items {x;}" ; are perfectly rankable, i.e.
there is a total ordering on X which the true preferences are consistent with. This is a strong assumption
that often does not hold in practice. For example, it is well studied that cognitive biases often lead to
inconsistent human preferences in behavioural economics [Kahneman and Tversky, 1979]. Moreover, the
ranking community has also challenged this assumption by devising rankability metrics [Anderson et al.,

2019, Cameron et al., 2020] to test this restrictive assumption in practice.

Generalised Preference Model (GPM) Chau et al. [2022] proposed to model preference directly using

amore general g : X X X — R that captures the preference within any pair of items, using the likelihood

P <y | x(é),x(r)) =0 (yg (x(e),x(r))) . (7.2)

We note that g has to be a skew-symmetric function to ensure the natural property p(y | x(0) x(T)) =
1 —p(y | x), x(©)). The utility based approach can be obtained as a special case of this model, i.e. by
setting g(x(®), x(") = f(x(®) — f(x(")). We propose that when one is interested in modelling (and
thus explaining) pairwise preferences, we should consider the preference function g directly instead of

explaining preferences based on a restrictive utility model f.

We follow Chau et al. [2022]’s approach to model g non-parametrically using kernel methods [Paulsen
and Raghupathi, 2016]. We assume ¢ as a function lives in the following RKHS of skew-symmetric
functions: given kernel k : X x X — R defined on the item space X, the generalised preferential kernel

krp on X x X is constructed as follows:

b (%) (%, x7) ) = o (%) b (x7.7) =k (%7 b (7. 67).

This kernel allows us to model the similarity across pairs of items. Moreover, if k is a universal ker-
nel Sriperumbudur et al. [2011], then kg also satisfies the corresponding notion of universality, meaning
that the corresponding RKHS #, is rich enough to approximate any bounded continuous skew-symmetric
function arbitrarily well [Chau et al., 2022, Theorem. 1]. To infer g € H,,, using likelihood (7.2), one
simply runs kernel logistic regression with data y as labels and (X(Z), X(")) as inputs. We will refer to

this approach as the Generalised Preference Model (GPM).
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We emphasize that explaining GPM allows us to specifically explain inconsistent preferences, which in
contrast to explaining rank allows us to infer preferences even when transitivity is violated. Such insights
can be of great importance in broader contexts such as decision theory [Anand, 1987] and utility theory

[Aumann, 1964] where transitivity does not hold.

Incorporating context variables. Besides item-level covariates x € &', when there exist additional
context covariates u € U C R that describe the context in which a specific pairwise compari-
son is made, they can be incorporated into the kernel design as discussed in Chau et al. [2022, Ap-
pendix. B]. Examples of such context covariates could be court type when a tennis match is conducted,
or where a different user compares two clothing items in e-commerce. Considering the enriched
dataset D = {(yj, uj, xg-g), xg.r)) }7'71—1’ we can now model the preference incorporating the context
as: p(y | u,x9,x") = o (gu (u, XJ(Z), x("))). Now, given a kernel k; defined on the context space U,

the context-specific preference function gir : U X X x X — R can be learnt non-parametrically with the

following kernel,

K (s x) s (g5 ) = G (2,500 (587,57 )

We refer to this approach as the Context-specific Generalised Preference Model (C-GPM).

7.2.2 Shapley Additive Explanations (SHAP)

To explain preferences, we will utilise the popular SHAP (SHapley Additive exPlanations) paradigm,
which is based on the concept of Shapley values (SV). SV [Shapley, 1953] were originally proposed
as a credit allocation scheme for a group of d players in the context of cooperative games, which are
characterised by a value function v : [0, 1]¢ — R that measures utility of subsets of players. Formally, the

Shapley value for player j in game v is defined as:

0;) = (ISId~ S| = D)Y/dt) (n(S U j) — v(S)), (7.3)

SCO\{j}
where Q0 = {1, ..., d} is the set of players of the game. Given a value function v, the Shapley values are
proven to be the only credit allocation scheme that satisfies a particular set of favourable and fair game
theoretical axioms, commonly known as efficiency, null player property, symmetry and additivity [Shapley,
1953]. gtmmbelj and Kononenko [2014] later connect Shapley values to the field of explainable machine

learning by drawing an analogy between model fitting and cooperative game. Given a specific data point,
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by considering its features as players participating in a game that measures features’ utilities, the Shapley
values obtained can be treated as local feature importance scores. Such games are typically defined

through the value functions defined below.

Definition 7.2.1 (Value functions). Let X be a random variable on X C R%and f : X — R a

model from hypothesis space H. The value function v : X x [0, 1]d X H is given by

Vx,5(f) = Ep(xge|xs=xs) [f ({Xs, Xse}) | Xs = xg] (7.4)

where r is an appropriate reference distribution, Xg is the subvector of X corresponding to
the feature set S, S¢ is the complement of the feature set S and {Xg, Xgc} = X denotes the

concatenation of Xg and X ge.

In other words, given a data point x, the utility of the feature subset S is defined as the impact on the
model prediction, after “removing” the contribution from S via integration with respect to the reference
distribution r. These “removal-based” strategies are common in the explainability literature [Covert
et al., 2021]. Nonetheless, the correct choice of the reference distribution has been a long-standing
debate [Chen et al., 2020]. Janzing et al. [2020] argued from a causality perspective that the feature
marginal distribution should be used as the reference distribution, i.e. 7(Xgc | Xg = zg) = p(Xge)
where p is the data distribution. On the other hand, Frye et al. [2020] disagreed by pointing out
these “marginal” value functions ignore feature correlations and lead to unintelligible explanations in
higher-dimensional data, and they instead advocate the use of conditional distribution as reference, i.e.
r(Xge | Xg =x5) = p(Xge | Xs = zg). Thus, there is no consensus and in fact, Chen et al. [2020] took
a neutral stand and argued the choice depends on the application at hand. This also leads to design of value
functions for specific problems, e.g. improving local estimation [Ghalebikesabi et al., 2021], incorporating
causal knowledge [Frye et al., 2019, Heskes et al., 2020] and modelling structured data [Duval and
Malliaros, 2021]. In this chapter, we will design an appropriate value function for preference learning and
show that naive application of the existing value function to preference learning will lead to unintuitive

results.

Shapley value estimation. Given a data point x and a model f, estimating Shapley values consist of two
main steps: Firstly, for each feature subset S C €2, estimate the value function v ¢(S) either by Monte
Carlo sampling from the reference distributions , or by utilising a model specific structure to speed up
the estimation such as in LINEARSHAP [ﬁtrumbelj and Kononenko, 2014], DEEPSHAP [Lundberg and
Lee, 2017], TREESHAP [Lundberg et al., 2018], and RKHS-SHAP [Chau et al., 2021b]. The former
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sampling procedure is straightforward when r is the marginal distribution, but computationally heavy
and difficult when 7 is the conditional distribution, as it involves estimating an exponential number of
conditional densities Yeh et al. [2022]. Finally, after estimating the value functions, one can compute the
Shapley values based on Eq. 7.3 or by utilising the efficient weighted least square approach proposed by
Lundberg and Lee [2017].

Estimating value functions when f € ;. We give a review to the recently introduced RKHS-SHAP
algorithm proposed by Chau et al. [2021b] as it is another core component for PREF-SHAP. RKHS-
SHAP is a SV estimation method for functions in a given RKHS. It circumvents the need for any density
estimation and utilises the arsenal of kernel mean embeddings [Muandet et al., 2016a] to estimate the
value functions non-parametrically. Assume k takes a product kernel structure across dimensions, then for
any f € Hp, by applying the reproducing property [Paulsen and Raghupathi, 2016], the value function

can be decomposed as:

vi,s(f) = (f, Br(xoe|xXs=xs) b ({Xs, Xse}, ) | Xs =xs]),, (7.5)

= (f. kx5 ® liy(Xge|Xs=x3) )3y, » (7.6)

where kx4 is the product of kernels belonging to the feature set S, and fi,(x e | xg=xg) = [ kxger(Xsge |
Xs = xg)dXge is the kernel mean embedding [Muandet et al., 2016a] of the reference distribution
r. Depending on the choice of the reference distribution, one recovers either the standard kernel mean
embedding or the conditional mean embedding. This allows us to arrive at a closed form expression of the

value function and circumvents the need for fitting an exponential number of conditional densities.

7.3 Proposed method: PREF-SHAP

In this section, we will present PREF-SHAP, a new Shapley explainability toolbox designed to ex-
plain preferences by attributing contribution scores over item-level and context-level covariates for our

preference models. Recall the likelihood model for C-GPM from Chapter. 6:

D (y ] u,x(ﬁ),x(’")) =0 (ygU (u,x(é),x(r))) , (71.7)

where g7 is the context-included preference function that denotes the strength of preference of item x(©)

over item x(") under context u. As there are two distinct sets of covariates present, we will propose two
different value functions to capture the influences from items and context variables respectively, and show

how they could be estimated non-parametrically using tools from the kernel methods literature, as in
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RKHS-SHAP.

7.3.1 Preferential value function for items

To explain a general preference model g : X x X — R, we propose the following preferential value

Sfunction for items.

Definition 7.3.1 (Preferential value function for items). Given a preference function g € ‘H, a pair
of items (X(Z), x(T)) € X x & to compare, we define the preferential value function for items as

V(P - X x X x [0,1]¢ x H — R such that:

@ @ r
Vfﬁixm,s(g) = [ ({XS)’XSC} {Xs ) SC }) | X = Xg) X( )= (S)} (7.8)
where expectation is taken over the reference q <X éc , x ge | Xg ) = g), X é = xg)).

. J

We note that v(P1) is also applicable to the context-specific preference models. For example, applying
vP1) to gy = gu (u, -, -) allows one to quantify the item covariate’s influences under a specific context
u, while applying v(1) to g := Eyw) [gu (U, -, -)] quantifies the average influence from each of the item

covariates instead.

Similar to standard value functions, the influence of a feature set S shared by the items x(©, x(") is mea-
sured as the impact on the preference model after “removing” contributions from features in S¢, via integra-
tion with respect to some reference distribution r. Similar to g, this value function is skew-symmetric in its
first two arguments, i.e. 1) (x(), x(") S g) = —p®1)(x(") xS ¢). This is justified, since features
that “encourage” preference of x® over x(") should naturally be the ones that “discourage” preference of
x(") over x(¥) to ensure consistency. In this chapter, we assume the items are i.i.d sampled from some
distribution p, and we utilise the observational data distribution as reference as in Frye et al. [2020], i.e.
wetake r (x40, XG) | X0 = x), X = %) wovep (x5 | X =x0) p (x50 X =),
Although we decide here to use the observational distribution as the reference, the corresponding estima-
tion procedure follows analogously if one instead uses the marginal distribution approach in Janzing et al.

[2020].

Problems with direct application of SHAP to preference model ¢ A naive way of explaining with
SHAP a general preference model g which assumes no rankability would require concatenation of the
items’ covariates. Namely, we would set z = (x(é), X(")) € R and then apply SHAP to the function

g(z) directly, now giving 2d Shapley values for each observed preference, i.e. two Shapley values for
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each feature. Not only does this approach require us to consider a larger number of feature coalitions
during computation (squaring the original amount), but it also ignores that x® and x(") in fact consist of
the same features, leading to inconsistent explanations, i.e. that the same feature in x(©) and x(") has a
different influence, hence giving different explanations simply due to the ordering of items. We illustrate
these pitfalls of such a naive approach in Appendix E.2.

Empirical estimation of the preferential value function uff(’ é))’x(r)’ S( g). While the preferential value
function is general in the sense that it could be applied to any preference function g, we divert our attention
to functions in Hy,,,, where kg is the generalised preferential kernel introduced in Chapter. 6. This allows
us to adapt the recently introduced RKHS-SHAP to our settings, and we can thus circumvent learning an
exponential number of conditional densities as in Frye et al. [2020]. In the following segment, we prove
the existence of the Riesz representation of the preferential value functional, a necessary step to adapt the

RKHS-SHAP framework to our setting.

Proposition 7.3.2 (Preferential value functional for items). Let k be a product kernel on X,
ie. k(x®, x() = H;-lzl k@) (20 2/0)). Assume kU) are bounded for all j, then the Riesz

representation of the functional 1/}(52) exists and takes the form:

x(r)’S

1 T T
V) s = 7 (£x®,8) @ K(xD, 5) - K=, ) @ K(x¥, 5))

where KK(x,5) = ks(-,X5) ® ixge|xg=xs ad ks(-,Xs) = Qcs kW (., 2)) is the sub-product

kernel defined analogously as Xg.

All proofs are included in the appendix. By representing the functionals as elements in the corresponding

RKHS, we can now estimate the value function non-parametrically using kernel mean embeddings.

Proposition 7.3.3 (Non-parametric Estimation). Given g = > ", a;k E((xg-e), Xg-r)), -), datasets
X, X)) test items xO, x("), the preferential value function at test items x(0 x() for coalition

S and preference function § can be estimated as
N A {4 14 r r {4 r r l
o8 0 s(0) =aT (TXY,x0) orx{,xP) - rx{, x{) 01X, %)) ,

(0) Oy _
where I'(Xg”,xg") = K o ©) Kx(sl)

—1 _ —_
Xg>7 C,Xsc KXSvAKXS,Xg) ) KXSv)‘ - KXS,XS + nAI’ o =

{a;}72 1 and A > 0 is a regularisation parameter.
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Table 7.1: A summary of how our preference value functions can tackle different explanation tasks

Candidate Explanation of interest Value function Preference function
¢ h : : (p1)
x® x(") Which item features contributed most to this duel? Vo6 () 5 9, Eulgu (U, -, )]
¢ ‘R : 0> 1 (pr)
x® Which item features contributed most to x(*)’s matches? =S qu{) .S 9, Eylgu (U, -, +)]
u,x® x| Which context features contributed most to this duel? P A gu
u,x® x(r) g
u Which context features contributed most on average? % Z;’;l 1/1(1’.’ i’()@ ) g qu
X%,

7.3.2 Preferential value function for contexts

The influence an individual context feature in U has on a C-GPM function g;; can be measured by the

following value function.

s a

Proposition 7.3.4 (Preferential value function for contexts). Given a preference function gy €
Hyy, denote Q = {1,...,d"}, then the utility of context features S’ C Q' on {u,x x(M} is

measured by y P (9v) = Elgu ({us, Use},x“), x(M) | Us = ug] where the expectation

u,x(¥) x(r) s

is taken over the observational distribution of U. Now, given a test triplet ( u,x(g),x(’")), if

. ¢ . . .
Ju = Z;nzl ozjk:% ((uj, xg- ), xg.r)), -), the non-parametric estimator is:

~

~(p T 1\ —1 —_
fo,z()l),x(r),sf (QU) =a ((KUSMUS’ © KUS’CvUS’C (KUSMUS' +mA I) KUS’v“S’) © Sx (0 x(r)

where Ey o) () = (Kx(&,x(l) O Kxr xtmn — Kxo x0 © KX<5)7X<T>).

Analogously, the average influence of a specific context feature can be computed by taking an average over

m - (po)
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all pairs of matches, i.e. by using a modified value function % > (gu). We summarise
different ways to modify the proposed preferential value functions to interrogate the preference models in

Table 7.1.

Computational complexity of PREF-SHAP When computing GPM, it is fundamentally a kernel
ridge regression (KRR), which naively has complexity O(n?). There exists a multitude of approximation
techniques for KRR, the most common type being the Nystrom approximation [Drineas and Mahoney,
2005]. For all our experiments, we use FALKON [Meanti et al., 2020], a large-scale library for solving
kernel logistic regression using preconditioned conjugate gradient descent and Nystrom approximations.
FALKON has a computational complexity of O(n+/n), which effectively becomes the complexity for
GPM when using FALKON. As the value function for GPM requires estimating conditional mean
embeddings, which in turn also are KRR’s, one can appeal to FALKON again to reduce complexity to

O(ny/n). We summarize the procedure of PREF-SHAP in Algorithm 1. We further detail computational
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Algorithm 1 PREF-SHAP

Input: Solution «, datasets X0 X)) X U, test items x©, x(") | u, batch size n;, number of coalition

samples ng, context-specific flag cf1lg

1: Compute effective dimension d.¢ := Number of features with variance greater than 0.

2: Compute coalitions S = {91, ..., S}, form binary matrix Z € {0, 1}"s:%f from S, and compute
weights W = [wy, ..., wyg] with w; = —(|S‘iﬂ)|5i|(d7\S¢|)'

3: for batch Sp in S do

. ifcflg Take S, S¢ of X, X X x( x() else Take S’, S of U, u X

5: if cfl1g Compute K)_Cl.S‘»)\[KXS,XgZ) , K | else (KUqus/ + m)\’I)  Ku, ug using
BatchedCGD

6. if c£1g Compute ﬁi€2)7x(7,)7 5, (9) else 7, o 51 (90)

Xs,xg)

7: end for

8: if cflg Setv, = {ﬁi@)’xm’sb(g)}fﬂ else v, = {ﬁu7x<z)7x<r>,3£ (QU)}{,B:l
9: Calculate Shapley values 3, = (ZTWZ)f1 Z"Wv,

10: return 3,

details pertaining to computing coalitions S and batched conjugate gradient descent (Bat chedCGD) in

Appendix E.1.

7.4 Experiments

The main focus of our experiments is to illustrate the difference between explaining GPM (PREF-SHAP)
and applying SHAP to UPM, thus highlighting the difference in explaining the mechanism of eliciting
preferences and explaining the utility. When we explain UPM, we first explain how items x(0 x(") affect
their utilities f(x()), f(x("). Explaining the utility corresponds to calculating the value functions of the
utilities v, o) g(f) and vy g(f). By linearity of SHAP values [Lundberg and Lee, 2017] and the simple
structure relating preference and utilities in UPM, we can explain UPM by subtracting the Shapley values
of x() with x("). However, this type of explanation is only correct when data is rankable, which seldom

happens in practice, thus motivating PREF-SHAP.

We apply PREF-SHAP to unrankable synthetic and real-world datasets to connect theory with practice.
We split data, i.e. matches with their outcomes, into train (80%), validation (10%), and test (10%) and
explain the model on a random subset of the data. The hyperparameters for the kernels are selected using
gradient descent, based on the proposed method in Meanti et al. [2022]. We first generate synthetic
duelling data where performance can be compared against ground truth, to demonstrate that PREF-SHAP

is capable of identifying the relevant features.

Synthetic data We first consider a synthetic experiment with unrankable duelling data. We generate

the items by first sampling 1000 item covariates [.I‘LO], a B pAC 2BCT = p; € R ~ N(0,14). We
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z4B|zAC

Figure 7.1: An illustration of our simulation: each edge corresponds to the variable that dictates the
comparison based on the colour.

associate each item with a cluster membership ¢; € {A, B, C'}, where the assignment is randomly chosen
for each item with equal probability. We then form the full item covariate by concatenating p; with
one-hot encoded ¢; as x; = [p;, one_hot(¢;)]. 40000 matches between randomly chosen pairs of items
are conducted by the following mechanism: match outcomes are decided based on the underlying cluster
membership of the items. For example, if an item from cluster A competes against an item from cluster B,
the winner is decided by their inter-cluster covariate 2B je. i < g if x]AB > xf‘B . When the match is
between members of the same cluster, it is dictated by the maximum among the within-cluster variable, i.e.
max(acl[o] ) xg.o} ). See Fig. 7.1 for an illustration. As no clusters have any advantage over the others, the data
is not rankable, and we expect the inter-cluster covariates 2, 24¢ 2% to have similar explanations on

average, but significantly different from each other when we examine local explanations.

We consider both global and grouped-local explanations of the synthetic dataset in Fig. 7.2 and Fig. 7.3
respectively. In the global explanations, we explain all matches regardless of the cluster membership,
while in the grouped-local explanations we only explain matches between items from A against items

from B. For more grouped-local explanations on different cluster pairs, we refer to appendix E.2.

Interpreting the simulation explanations. The beehive plots showcase the recovered PREF-SHAP
values, where the bar plots demonstrated the average PREF-SHAP values for each feature. The colour
in the beehive plots indicates the magnitude of the difference between the corresponding features of the
winner and of the loser in that match. For example, a red point in a beehive plot for feature d indicates

that the difference ¥ (@) s large.

winner — Lloser

Fig. 7.2 illustrates the explanation results for the global synthetic experiments. We see that PREF-SHAP

identified the within-cluster variable z[?) as the most important, which is a consequence of the fact that the
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largest number of matches are played between the items of the same cluster (cf. Fig. 7.1 where there are
three blue lines and two lines of each of the other colours). The three inter-cluster variables contributed
similarly according to PREF-SHAP, which, by symmetry, should be the case. Furthermore, the correct
battle mechanism is captured by PREF-SHAP but not UPM, as we see that the large PREF-SHAP values
for each feature are red in the beehive plot. This indicates that items with larger value are more likely to
win against items with lower value in the corresponding features. In contrast, SHAP for UPM does not

recover this insight.

The explanations for the matches between items from A against items from B, are shown in Fig 7.3. Here,
2B is correctly picked as the relevant feature in these matches with PREF-SHAP, but not with SHAP for
UPM. We see again that there is a clear tendency that large PREF-SHAP values are red for feature 245,
showing that PREF-SHAP once again captures the designed gaming mechanism — which is not the case
in SHAP for UPM. Intuitively, even though SHAP for UPM allows local explanations, it does so based on

a global utility, which fails completely in a non-rankable case.

PREF-SHAP SHAP for UPM PREF-SHAP SHAP for UPM
0] I -0.23 ““""
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Figure 7.2: Bar and Beehive plots for global explanations on the synthetic dataset.
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Figure 7.3: Bar and Beehive plots for grouped local explanations on the synthetic dataset (Cluster A vs B).

Real-world explanations For our real-world datasets, we consider publicly available datasets Chameleon,
Pokémon and Tennis. We provide descriptive statistics of these datasets in Table E.2 and give their brief
descriptions below. Appendix E.2 contains further large scale experiments on an additional dataset

consisting of user-item interactions on a fashion retail website.

The Chameleon dataset [Stuart-Fox et al., 2006a] considers 106 contests between 35 male dwarf
chameleons. Physical traits of the chameleons are measured such as the height of their casque, length
of their jaw, body mass etc. According to Stuart-Fox et al. [2006a], they fitted a linear Bradley Terry

model and examined the coefficients to deduce that casque height (ch.res) and relative area of the flank
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Table 7.2: Dataset summary

Dataset NMatches  Nitems Ncontext Dcontinuous D binary D go(;ll’gﬁﬁtous D gﬁ’;ﬁ;’“
Synthetic 40000 1000 - 4 3 - -
Chameleon 106 35 - 7 19 - -
Pokémon 60000 800 - 7 0 - -

Tennis 95359 3483 4114 (tournaments) 4 7 0 6

Table 7.3: GPM vs UPM. Mean and standard deviations of performance averaged over 5 runs.

Synthetic Chameleon Pokémon Tennis

GPM UPM GPM UPM GPM UPM C-GPM UPM

Test AUC 0.98:(:0.00 0.71:|:0.01 0.92:(:0,07 0.80:|:0_07 0.86:|:0_00 0.82:5:0_00 0.58:5:0_02 0.52:(:0,02
SpecR 0.09 0.24 0.20 0.134+0.07

patch (prop.patch) positively affected the fighting ability the most. The Pokémon dataset considers 60000
Pokémon battles among 800 Pokémon. Pokémon have different characteristics such as attack power,
speed, health etc. The Pokémon further has at least one different type such as Electric, Water, Fire, etc.
Certain types have advantages and disadvantages against each other, for instance, fire Pokémon are weak
to water-based attacks (receiving twice the damage) and as a result have a disadvantage against water

Pokémon.

The Tennis dataset considers professional tennis matches between 1991 and 2017 in all major tournaments
each year. The data is provided publicly by ATP World Tour [dataset, 2022]. Features such as birthyear,
weight, height etc are included about each tennis player together with context details of the match such as

the court being indoor or outdoor and what surface the match is being played on.

The above datasets are not rankable, and we validate this claim by comparing GPM performance against
UPM in Table E.1, together with the estimated rankability measure SpecR proposed in Anderson et al.
[2019] for each dataset. SpecR measures the similarity of the data to a complete dominance graph (i.e.
rankable data). It takes values between O and 1 with values close to 1 being evidence in support of
rankability. For the Tennis data where there are additional relationships with the context (tournaments),
we estimate the average SpecR of each tournament. Both the superior performance of GPM over UPM and
the low SpecR measures suggest that the datasets are generally not rankable, which points to limitations in

explaining preferences via utility-based modeling.

Explaining Pokémon battles. We first consider standard dueling data for explaining preferences. We
explain the learned preferences and learned differences in utilities on the Pokémon dataset in Figure 7.4.

In this dataset, we have summed the Shapley values for Type features.

We see that explaining general preferences provides further insight than just explaining the difference
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Figure 7.4: Bar and Beehive plots for the Pokémon dataset. PREF-SHAP captures that both speed and type matter,
while SHAP for UPM only captures the type importance.
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Figure 7.5: Explaining matches between 4 types of Pokémon, among them only fire and water has a type
disadvantage/advantage against each other. PREF-SHAP (top) correctly identifies that fire and water are the most
important, while water and fire are not deemed most important by SHAP for UPM.

in utility functions. In particular, SHAP for UPM does not capture the additional importance of Speed

speed speed

in winning battles. As higher (more red) values of differences in speed ;.. — T}oeer

have a positive
impact on the outcome, we conclude that having higher speed than your opponent is advantageous besides
a type advantage. This insight is aligned with the “Sweeper” strategy, where one would employ a leading
Pokémon with very high speed and attack to attempt downing the opponent before they can strike back.
In Figure 7.5, we see PREF-SHAP can also capture the correct type advantage/disadvantages among the

Pokémon, but not SHAP for UPM.

Explaining Chameleon contests. We find that UPM’s explanations are more aligned with Stuart-Fox
et al. [2006a]’s findings (prop.path and ch.res are the most important features), which is unsurprising
since the Bradley Terry model used in Stuart-Fox et al. [2006a] is also a utility based model. However,
since GPM gives a much better predictive performance than UPM (Test AUC 0.92 v.s. 0.80), we believe
PREF-SHAP’s explanations are also insightful. In fact, PREF-SHAP discovers that having larger jaw sizes
(jl.res) than your opponent have a significant negative effect on match outcome, a previously undiscovered
mechanism from Stuart-Fox et al. [2006a]. We verify this finding in Appendix E.2 by applying PREF-
SHAP to GPM trained on multiple folds of the Chameleon dataset and consistently find that high values

of the jaw size (jl.res) variable have a negative impact on the outcome.

Explaining Tennis matches. We now consider preference learning with context covariates and explain

both item characteristics and context covariates in Figure 7.7. In terms of item-based inference, PREF-

yob yob
winner Lloser

SHAP finds that being older than your opponent (x < 0 — Blue), physically heavier, and

taller than your opponent positively impacts the chances of winning. We also find that debuting earlier
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Figure 7.6: Bar and Beehive plots for the Chameleon dataset

as a professional tennis player than your opponent positively impacts your chances of winning. This is
not surprising as debuting earlier may be indicative of a promising young talent. Across all competitions,

there appear to be no significant patterns in environment effects.
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Figure 7.7: Item and context-specific Pref-SHAP values for the Tennis dataset

Explaining Djokovic’s losses In plot Figure 7.8, we locally explain all Novak Djokovic’s losses in
his professional career. Novak Djokovic is regarded as one of the greatest tennis players of all time, so

understanding his weakness could serve as a practical demonstration of the utility of PREF-SHAP.
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Figure 7.8: Local explanations of Djokovic losses

While the results take a similar shape to the global explanations, Djokovic remarkably seems to be weaker
to players shorter than him, contrary to the general advantage of being taller. Besides this, Djokovic seems

to be weaker on clay courts and when playing indoors.

7.5 Conclusion

In this work, we proposed PREF-SHAP to explain preference learning for pairwise comparison data. We
proposed the appropriate value function for preference explanations and demonstrated the pathologies of
the naive concatenation approach in Appendix E.2. Experiments demonstrated that PREF-SHAP recovers

richer explanations than utility-based approaches, showcasing the ability of PREF-SHAP in interpreting
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the mechanism of preference elicitation.
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In the following, I provide a summary of the thesis, and proceed to further summarise each chapter,

discuss their limitations, and highlight what the future directions could be to conclude the thesis.

Summary. This thesis addresses a range of problems concerning the safety and transparency of machine
learning using kernels. Specifically, we focus on utilizing kernel mean embeddings to represent complex
high-dimensional distributions that are challenging to model parametrically. For instance, we use condi-
tional mean embeddings to capture distributions of high-resolution covariates given their coarse-resolution
covariates in Chapter 3, causal distributions in Chapter 4, and covariate distributions for explainability in
Chapter 5 and 7. Additionally, we employ Gaussian processes to effectively capture uncertainties while
modelling problems such as statistical downscaling in Chapter 3, two-staged conditional treatment effects
in Chapter 4, and preferential learning in Chapter 6. We demonstrated how these tools can be leveraged
together to develop models that have superior performance on various tasks for uncertainty modelling and

explainability.

Deconditional downscaling with Gaussian processes

The thesis begins by demonstrating how kernel mean embeddings and Gaussian processes can be used in
tandem to tackle a statistical downscaling problem in Chapter 3. In particular, when low-resolution targets
are observed along with high-resolution covariates, a mediating variable can be used to instil details from
the latter to the former. We propose to treat the low-resolution targets as conditional expectations of the
high-resolution target and reverse the conditioning procedure to learn the functional relationship between

the high-resolution covariate and high-resolution target.

We proposed a deconditional GP model to tackle this problem. Our approach is made tractable and
scalable using variational inference and a novel estimation of conditional mean operator for aggregated
data. Furthermore, we bridged the gap in the convergence rate analysis of deconditional mean operator by
framing it as the solution to a two-staged vector-valued reconstruction problem. We applied our approach

to a challenging atmospheric field downscaling problem, demonstrating its promising empirical results.

In terms of future directions, one limitation of the deconditional GP approach is its inability to handle
non-Gaussian output. Therefore, a natural next step would be to incorporate methods from Law et al.

[2018a] to model exponential family outputs.

Conditional mean processes can also be applied to problems besides deconditioning. For example,

Bayesian optimisation application is considered in Chapter 4, whereas Bayesian quadrature [Briol et al.,
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2019] would be another interesting avenue to explore to estimate intractable integration problems with

respect to conditional distribution.

Moreover, the key idea behind conditional mean process, which involves incorporating representations of
linear functionals from the RKHS to a GP, is likely to be extended to functionals beyond the conditional
expectations. For example, one could incorporate the kernel Bayes rule [Fukumizu et al., 2013] formulation
with a GP and apply to kernel-based state-space modelling such as the work in Song et al. [2009] while

quantifying estimation uncertainty.

Uncertainty Quantification for Causal Data Fusion

In Chapter 4, we address the issue of uncertainty quantification in estimating a two-stage conditional
average treatment effect. We first developed a Bayesian conditional mean embedding model that allows
us to capture uncertainty while estimating the conditional mean embedding. We then combine this with
conditional mean process from Chapter 3 to develop BayesIMP, an algorithm that enables us to quantify
different sources of uncertainty in data and propagate them in a principled way into the decision-making

pipeline, here in the form of causal Bayesian optimisation.

Our method’s limitation arises from the need for complete knowledge of causal graphs and specific
assumptions that permit us to “chain” two graphs to estimate the causal effect. It would be intriguing
to investigate similar multi-dataset settings while estimating the causal parameter under the potential
outcome framework of causal inference. Although assumptions such as strong ignorability [Rubin, 2005]
must be made, one could argue that they are less restrictive than trying to construct a complete causal

graph.

In terms of future directions, we believe that creating a general framework for combining multiple datasets
for inference could have significant practical implications. Learning from multiple datasets could be
seen as a missing data problem as collecting data from the entire joint distribution could be expensive,
while gathering smaller subsets of data might be more manageable. Having a principled procedure to
incorporate uncertainty at the data imputation level is crucial for model safety. Furthermore, we believe
our proposed Bayesian conditional mean embedding could allow for the revisiting of conditional mean
embedding applications, but incorporating uncertainty quantification and a more principled hyperparameter
optimisation process based on the marginal likelihood. An example of recent work adopting this approach

is Martinez-Taboada and Sejdinovic [2022].
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RKHS-SHAP: Shapley values for Kernel Methods

In Chapter 5, we shift our focus to another important aspect of trustworthy ML, namely explainability
tools and, in particular, how they can be applied in a principled and effective way to kernel methods. We
adopted the popular paradigm of framing local explanation as a coalition game between features, with a
predefined value function that measures some notion of feature contribution. We demonstrated how one
could utilise conditional mean embedding to effectively estimate the (conditional) value function without
the need for density estimation, thus resulting in RKHS-SHAP. We further contributed by proposing a
novel Shapley value based regulariser that can be used to control the amount of feature contribution during
learning. This line of research is specific to kernel methods, as Shapley value functionals on RKHSs can
be derived without access to a labelled dataset. It is an interesting direction to consider whether similar

ideas could be explored within the context of model-agnostic Shapley methods more broadly.

One limitation of RKHS-SHAP would be its computational cost in evaluating the Shapley values, a
problem shared across most Shapley value based algorithms. However, there are recent work on improving
the computation via approximation scheme, such as FastSHAP [Jethani et al., 2021], which could be

incorporated into our procedure as well.

Given the connection between RKHS and GP, it is natural to wonder how RKHS-SHAP can be extended
to GP models. In fact, in our latest paper [Chau et al., 2023] I used a variant of Shapley values to explain
GPs, and used similar techniques as in RKHS-SHAP to estimate non-parametrically the corresponding
cooperative game.! In addition, we can propagate the predictive uncertainty to the explanations utilising

methods introduced in Chapter 3 and Chapter 4.

However, it is also important to ask whether Shapley values should be the default solution to model
explanation methods. Firstly, despite being a unique solution to a set of sensible axioms, the appropriate
choice of the game (value function) [Chen et al., 2020], is still not well understood. It would be really
fruitful to the community if one could restrict the solution space of value functions by proposing another

set of axioms akin to what Shapley proposed.

Another interesting direction would be to continue the work on attribution prior. This would allow a
practitioner to instill their inductive bias in ways that are arguably easier to interpret than Bayesian priors

over certain hyperparameters.

'This paper is completed after the initial submission of the thesis and is included during the minor correction period for
completeness.
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Learning Inconsistent Preference with Gaussian processes

In Chapter 6, we studied the problem of modeling inconsistent preferences, a phenomenon that is prevalent
in practice. We adopted the kernel introduced by Pahikkala et al. [2010], Waegeman et al. [2012] and
proposed the generalised preferential Gaussian processes. We also demonstrated a stronger universality
result than [Waegeman et al., 2012] using ¢y universality notions developed by [Sriperumbudur et al.,

2011], allowing for more general domains like R?.

Although we focused on modeling pairwise preferences, other datasets can be used to model preferences
as well. Choice models [Salvatore et al., 2008] that take in an item set and return a smaller set of
preferred items can be seen as a generalisation of pairwise comparison methods, as for any pairwise
preference relation one can generate a choice rule but not vice versa. As such, it would be interesting
to extend our non-parametric formulation to model choice behaviour as well as challlenging similar
rationality assumptions for choice models. An extension of our work considering rational choice functions

is considered in Benavoli et al. [2023].

Pref-SHAP: Explaining preference with Shapley values

Lastly, we integrate the work from Chapter 5 with Chapter 7 to study a preference explanation problem.
We showed that a naive application of the existing explanation algorithm fails to distinguish symmetries
within the data, in this case, it is the fact that players share the same set of features in the preference
model. We proposed an appropriate modification to the value function and resulting in the method we
term Pref-SHAP. We proposed how the value function should be modified under different scenarios and

demonstrated the effectiveness of our Pref-SHAP through extensive experiments.

One promising future direction could be to generalise the framework of designing value functions that
respects different classes of symmetries within the data. For example, to explain persistent homology

models discussed in Kwitt et al. [2015].
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A| Chapter 3 Appendix

A.1 Proofs of Section 3.3

Proposition A.1.1. Let h : X — R such that E[|h(X)|] < co. Then, {y € Y | E[|h(2)|]Y =

y| < oo} is a full measure set with respect to Py-.

Proof. Since X is a Borel space and ) is measurable, the existence of a Py-a.e. regular conditional
probability distribution is guaranteed by [Kallenberg, 2002, Theorem 6.3]. Now suppose E[|h(X)|] < oo
and let Y° = {y € YV | E[|h(X)|]Y = y] < oo}. Since E[|h(X)|] = E[E[|h(X)]| | Y]], the conditional

expectation E[|2(X)| | Y] must have finite expectation almost everywhere, i.e. Py (V) = 1. O

Proposition 3.2. Suppose E[|m(X)|] < oo and E[|kx ;] < oo and let (X', Y") ~ Pxy. Then g
is a Gaussian process g ~ GP(v, q) a.s., specified by

v(y) = Em(X)|Y = yl(y, ') = E[k(X, X")|[Y =y, Y =4/ (A.1)

Yy,y' € Y. Furthermore, q(y,y') = (lx|y=y> LX|v =y )k G-5.

Proof of Proposition 3.3.2. We will assume for the sake of simplicity that m = 0 in the following

derivations and will return to the case of an uncentered GP at the end of the proof.

Show that ¢(y) is in a space of Gaussian random variables Let (2, 7, P) denote a probability space
and L?(£2,P) the space of square integrable random variables endowed with standard inner product.
Vz € X, since f(x) is Gaussian, then f(z) € L?*(,P). We can hence define S(f) as the closure in
L?(€2,P) of the vector space spanned by f,i.e. S(f) := Span {f(z) : z € X'}.

Elements of S(f) write as limits of centered Gaussian random variables, hence when their covariance
sequence converge, they are normally distributed. Let T € S(f)*, then we have E[T'f(z)] = 0. Let

y € Y, we also have
Biron) — & | [ T/ dxr, (a2

In order to switch orders of integration, we need to show that the double integral satisfies absolute
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convergence.

| BT s@N Py, < [ VETEGPIdPy—y( A3
= \/W/Xlkmk dPxjy—y(z) (A4)
= VE[TZE[kx|x]Y = y] (A-3)

Since T' € L?(Q,P), E[T?] < co. Plus, as we assume that E[|kx |;] < oo, Proposition A.1.1 gives that

E[|kx|x]Y = y] < oo a.s. We can thus apply Fubini’s theorem and obtain

E[Tg(y)] = /X E[Tf(2)] By, (z) = 0 as. (A6)

As this holds for any T € S(f)*, we conclude that g(y) € (S(f)L)L as. = g(y) € S(f) as.. We
cannot claim yet though that g(y) is Gaussian since we do not know whether it results from a sequence
of Gaussian variables with converging variance sequence. We now have to prove that g(y) has a finite

variance.

Show that ¢(y) has finite variance We proceed by computing the expression of the covariance between

g(y) and g(y’) which is more general and yields the variance.

Let y,y' € Y, the covariance of ¢g(y) and g(y’) is given by

a(y, —E[g(y)|E[g(y")] (A7)
=E [/ / f(x) f(2") dPx)y—y (x )dPXY:y'(ﬂf,)] (A.8)
E[ ) dPypy_, (@ ] [ / F(a') APy (i ﬂ (A9)

Choosing T as a constant random variable in the above, we can show that [, E[| f(z)[] dP x|y —y(z) < o0
a.s. We can hence apply Fubini’s theorem to switch integration order in the mean terms (A.9) and obtain

that E[g(y)] = 0 since f is centered.

To apply Fubini’s theorem to (A.8), we need to show that the triple integration absolutely converges. Let

z,x’ € X, we know that E[| f(z < VE[f( (2")2] = |ks|k| k2 |k Using similar arguments
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as above, we obtain

| [ Bl @) Py o) Py () < BlexlalY = sl o]y = o] < oo s

(A.10)
We can thus apply Fubini’s theorem which yields
0.9 = [ [ ELF@ )] dPxy— (o) Py (o) (A1)
= [ [ covtr@). 1) dPxy—y (o) Py (@) (A12
k(z.a')
=EkX, XY =y, Y =4] (A.13)
< Ellkx[k]Y = ylE[kx|r]Y = y] < 00 as. (A.14)

where (X’,Y”’) denote random variables with same joint distribution than (X,Y") as defined in the

proposition.

g9(y) € S(f) and has finite variance ¢(y,y) a.s., it is thus a centered Gaussian random variable a.s.
Furthermore, as this holds for any y € ), then any finite subset of {g(y) : y € YV} follows a multivariate
normal distribution which shows that g is a centered Gaussian process on ) and its covariance function is

specified by q.
Uncentered case m #* 0 We now return to an uncentered GP prior on f with assumption that
E[[m(X)|] < co. By Proposition A.1.1, we get that E[|m(X)||Y = y] < oo a.s. fory € ).

Letv :y — E[m(X)|Y = y]. We can clearly rewrite g as the sum of v and a centered GP on

o(y) = v(y) + /X (f(2) — m(z)) dPxy_, (&),  Vye (A15)

which is well-defined almost surely.

It hence comes E[g(y)] = E[v(y)] + 0 = v(y). Plus since v(y) is a constant shift, the covariance is
not affected and has the same expression than for the centered GP. Since this holds for any y € ), we

conclude that g ~ GP(v, q) a.s.

Show that q(y, ') = (tx|y=y, tx|y=y )k First, we know by Proposition A.1.1 that E[|kx[r|Y = y] <
oo Py-a.e. .By triangular inequality, we obtain |1 x|y —y[r = [E[kx|Y = y][x < E[lkx[r]Y = y] <

Py-a.e. and hence p1x|y—, is well-defined up to a set of measure zero with respect to Py
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With notations from Proposition 3.3.2, we can proceed for any y,y’ € ) as

a(y,y") =ER(X, XY =¢ .Y =] (A.16)
:/ ]{7 IL‘ Iﬂ dp)ﬂy y( )dPX‘Y:y’(CI:,) (A17)
xJx
:// (kg kpr) kd]PX|y:y(x) dIP’X|Y:y/(x’) (A.18)
xJx
= k‘deXY:y(x),/ kz’ dpxlyzy/(ﬁl)> a.s. (A19)
X X k
= (1x|y=y> KX |y =y )k 28 (A.20)

Proof of Proposition 3.3.2. Lety € ). We first show that 1 x|y —, is well defined.

First, we know by Proposition A.1.1 that E[|kx|x|Y = y] < oo Py-a.e. .By triangular inequality, we
obtain |1 x|y —ylk = [E[kx|Y = y]|x < E[lkx[x]Y = y] < oo Py-a.e. and hence jix|y—, is well-defined

up to a set of measure zero with respect to Py-.

If we now further suppose that ¢ is continuous, then , is a space of continuous functions [Saitoh and
Sawano, 2016, Theorem 2.3]. Under this assumption, points in H, are separated by almost everywhere
equality. Indeed, let h € H, such that h = 0 Py-a.e. and consider € > 0. Suppose there exists y € )V
such that |h(y)| > e. Since h is continuous, y admits an open neighbourhood in which |h| > ¢/2 which

contradicts that h = 0 Py-a.e.

Hence, if £ is continuous, jix|y—, is unique and well-defined and, with notations from Proposition 3.3.2,

we can proceed for any y,13/ € ) as

a(y,y') = Ek(X, XY =y, V' =] (A21)
:/ / k Z, ZC dIP))qY y( )d]P’X|y:y/($/) (A22)
xJx
= [ [ ke dPry—y o) By (@) (A23)
xJx
=< Xk » dP x|y = (@), / K d]P)X|Y:y'($/)> (A.24)
k
= <MX\Y:y7NX|Y:y’>k (A.25)
O
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Proposition 3.3.3. Given aggregate observations z with homoscedastic noise o2, the deconditional

posterior of f is defined as the Gaussian process f|z ~ GP(mq, kq) where

mq(x) = m(z) + (Cxpyke) ' ¥y (Qgy +0°Tn) ™' (2 — v(¥)), (A.26)

ka(z,a") = k(z,2") — (Cxyka) " W3 (Qyy + 07Tar) " ¥y Oy k- (A.27)

Proof of Proposition 3.3.3. Recall that

f -~ KXX T
CN g5 o [ | . (A.28)
z v(y) | | YT Qyy+o’Iy

where X = Cov(f(x),z) = & Cy|y ¥y.

Applying Gaussian conditioning, we obtain that

f(x)|z,y,y ~N(m(x)+ Y (Qgy + UZIM)*l(Z —v(y)), (A.29)

Y(Qyy +o’Iy) 'YL (A.30)

Since the latter holds for any input x € XV, by Kolmogorov extension theorem this implies that f

conditioned on the data z, ¥ is a draw from a GP. We denote it f|z ~ GP(mgq, kq) and it is specified by

ma(z) = m(z) + k, Cxjy ¥y (Qyy + 0Iy) " (Z — v(3)), (A31)

ka(z,2') = k(x,2) — k; Cxy ¥3(Qgy + 0°Lny) " ¥y Oy kar. (A.32)

Note that we abuse notation

k;CX\Y‘I’y = [(km, Cx|y€g1>k . <k‘x, CX|Y€yM } (A.33)
= [Cov(f@).g(m) .. Cov(f(a), g(ym)} - (A35)
O
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A.2 Proofs of Section 3.4

Proposition 3.4.1 (Empirical DMO as vector-valued regressor). The minimiser of the empirical

reconstruction risk is the empirical DMO, i.e. D X[y = argminpeyy. éd(D)

Proof of Proposition 3.4.1. Let D € Hr, we recall the form of the regularised empirical objective

M
1 )
= > 1y, — DCx vty |7 + €| DI (A.36)

By [Micchelli and Pontil, 2005, Theorem 4.11, if D € arg min £4(D), then it is unique and has form
DeHr

(A.37)

||M§

Ly
X|Y yJ

where Féxw .+ He — Hr is the vector-valued kernel I'’s feature map indexed by C x|y tg;» such that
9j
for any h € Hr and g € Hy, we have (h, FCAX‘Y&;_g)p = (h(Cx)y{y,), g)e- (see Paulsen and Raghupathi
J
[2016] for a detailed review of vector-valued RKHS). Furthermore, coefficients c1, ..., cys € Hy are the

unique solutions to

M
Z < (Cxyly, Cxvly;) + ME%) c; = L (A.38)
=1
Since
T(Cxyy L, Cxv ;) = (Cxy b Cxy g, Ve Ida, = 4(3i, 95) Ida, (A.39)

where Idy;, denotes the identity operator on H,. The above simplifies as

M
S (@G y) + Medig) e, =€, V1<j<M (A.40)

=1
(Q 5 MeIM) c="y (A41)
( g+ MeIM)_ o, (A.42)

Wherec:[c1 CM}'

Since for any f € Hj and g € H,, our choice of kernel gives I' yg = g ® f, plugging (A.40) into (A.37)
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we obtain

N o -1 ~
D= [xpy (Qyy + MeTur) ] ® [y ey (A43)
A L TAT
=0y (Qpy + Mely) W50, (A44)
—1
= @y (Qpy + MLy ) W30y (Lyy + NALy) " @, (A45)
—1
(ny + M eIM) Ady (A.46)
— Dxpy (A47)
which concludes the proof. O

Theorem 3.4.2 (Empirical DMO Convergence Rate). Denote Dp,, = arg minpeyy. Ea(D). As-
sume assumptions stated in Appendix A.5 are satisfied. In particular, let (b, c) and (0, ') be the
parameters of the restricted class of distribution for Py and Pxy respectively and let v €)0,1]

a(c'+1)
be the Holder continuity exponent in Hr. Then, if we choose A = N~ ¢ +1 N = M (<=1 where

a > 0, we have the following result,

« Ifa < YD then £4(Dxjy) — Ea(Dpy ) = O(M 1) with e = M1

be+1
o Ifa> Yt then €4(Dxy) — Ea(Dpy ) = O(M 1) with ¢ = Mver1

Proof of Theorem 3.4.2. In Appendix A.5, we present Theorem A.5.4 which is a detailed version of this
result with all assumptions explicitly stated. The proof of Theorem A.5.4 constitutes the proof of this

result. O

A.3 Variational formulation of the deconditional posterior

Inference computational complexity is O(M?3) for the posterior mean and O(N? + M?) for the posterior
covariance. To scale to large datasets, we introduce in the following a variational formulation as a
scalable approximation to the deconditional posterior f(x)|z. Without loss of generality, we assume in

the following that f is centered, i.e. m = 0.

A.3.1 Variational formulation

-
We consider a set of d inducing locations w = [wl . wd} € X% and define inducing points
as the gaussian vector u := f(w) ~ N (0, Kyw), Where Kyyw := k(w,w). We set d-dimensional
variational distribution ¢(u) = N (u|n, X) over inducing points and define ¢(f) := [ p(f|/u)g(u) du as

an approximation of the deconditional posterior p(f|z). The estimation of the deconditional posterior can
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thus be approximated by optimising the variational distribution parameters 17, 3 to maximise the evidence

lower bound (ELBO) objective given by
ELBO(q) = Eqy) [log p(z[f)] + KL(g(u) |p(u)). (A.48)

As both g and p are Gaussians, the Kullback-Leibler divergence admits closed-form. The expected log

likelihood term decomposes as
M 9 1 e B .
Eqe)[log p(z|f)] = Y log(2mo?) + 252 tr (A 2A> + ‘z —A 17‘2 (A.49)
where 7) and X are the parameters of the posterior variational distribution ¢(f) = N (f|, ) given by

71 = KywKgl 3 = Kux — Kxw [Kny — Kow Kb, | Kwx (A.50)

wwTl

Given this objective, we can optimise this lower bound with respect to variational parameters 77, 33, noise
o2 and parameters of kernels k& and /£, with an option to parametrize these kernels using feature maps
given by deep neural network Law et al. [2019], using a stochastic gradient approach for example. We

might also want to learn the inducing locations w.

A.3.2 Details on evidence lower bound derivation

For completeness, we provide here the derivation of the evidence lower bound objective. Let us remind its

expression as stated in (A.48)

ELBO(q) = Eq(r) [log p(2|f)] — KL(g(u)|p(u)) (A.51)

The second term here is the Kullback-Leibler divergence of two gaussian densities which has a known

and tractable closed-form expression.

1 _ _ det Kww
KL(g(w)lp(w)) = 5 |tr (K5 Z) + 1 Koun —d +log — —=* (A.52)

The first term is the expected log likelihood and needs to be derived. Using properties of integrals of
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gaussian densities, we can start by showing that ¢(f) also corresponds to a gaussian density which comes

o(f) = / p(f[u)g(w) du (A53)
= / N KKyl u, Ky — Kyw Kk Koy ) X N (u|n, E) du (A.54)
=N(f|n, %) (A.55)
where
P = Kux — Kxw [Kuty — Kow ZKob, | Kuwx (A.57)

Let’s try now to obtain a closed-form expression of E ¢ [log p(z|f)] on which we will be able to perform

a gradient-based optimization routine. Using Gaussian conditioning on (3.4), we obtain
ey A sl TTe—1 . 2 T -1
p(z|f) = N(Z|X Kif, Qg + 0TIy — Y Kix YY) (A.58)
We notice that ¥ TKy! = (¥, y)(Lyy + ANIy) KKyl = 4(7,y)(Lyy + ANIy) ! = A.

Hence we also have T TK ' T = ATK A = Qyy.

We can thus simplify (A.58) as

p(z|f) = N(Z|ATf, 0%1,) (A.59)
Then,
~ o M 2 1 - T 2
log p(z|f) = — 5 log(2mo”) — 5,7 |~ A f‘Q (A.60)
- M 1 B 2
= Eqs)[log p(2[f)] = — - log(2m0%) — 55 Eqqn Uz - ATfu (A.61)

Using the trace trick to express the expectation with respect to the posterior variational parameters 7, 33,
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we have

7 ATf}j — By [tr ((z _ ATf)T (z _ AW))] (A.62)
=Eyp) [tr ((z _ ATf) (z - ATf) T)] (A.63)
—tr (Eq(f) {(z ~ATr) (- ATY) TD (A.64)

(A.65)

Eq(r) [

And

Ey) [(z ~ATf) (2- ATH) T — Cov(z — ATH) + By |7~ ATE| Eyey |7 - AT ' (A66)

—ATSA + (z — ATﬁ) (z — ATﬁ)T (A.67)

Hence, it comes that
Eq ) Uz _ ATfE] — tr (ATE‘:A) +tr <(z _ AT7‘7> (z _ AT’7]>T> (A.68)
— tr <AT2‘:A) +lz— ATﬁE (A.69)

which can be efficiently computed as it only requires diagonal terms.

Wrapping up, we obtain that

ELBO(q) = —% log(2mo?) — 2% <tr (AT2A> +

g

7 ATnE) KL(g(u)lp(u))  (A70)

A.4 Details on Conditional Mean Shrinkage Operator

A.4.1 Deconditional posterior with Conditional Mean Shrinkage Operator

We recall from Proposition 3.3.3 that the deconditional posterior is a GP specifed by mean and covariance

functions

mq(z) = m(z) + k, Cxy ¥g(Qgy + 0Iy) "1z — v(3)), (A.71)

ka(z, ') = k(z,2") = k; Cx)y y(Qgy + 0°Iny) ' W3 Cxpy ki (A.72)
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for any z, 2’ € X, where we abuse notation for the cross-covariance term

k;CX\Y\IIy = |:<krch|Y€171>k: . <kx,CX\Y€ﬂM>k . (A~73)

The CMO appears in the cross-covariance term k, C x|y ¥y and in the CMP covariance matrix Qgy =
\I’ST C)T(‘YC x|y ¥y. To derive empirical versions using the Conditional Mean Shrinkage Operator we

replace it by SC'X|Y = My (Lyy + )\NIN)_llIl;.

The empirical cross-covariance operator with shrinkage CMO estimate is given by

ky “Cxy ¥y =k My(Lyy + ANIy) 7 0] ¥y (A.74)
= k, My (Lyy + ANIy) 'Ly (A.75)
= k] M A (A.76)
where we abuse notation
TNy ._ ~ ~
ky My := |:<k:m,UX\Y:y1>k <kxmuX\Y:yN>k] (A.TT)
= Ly ke e) A k)] (A.78)

The empirical shrinkage CMP covariance matrix is given by

Qyy = ¥y Sé;wséxwxpy (A.79)
= W Wy (Lyy + ANTy) "My My (Lyy + ANIy) ' 0 Oy (A.80)
=AMy MyA (A.81)

where with similar notation abuse

A ) A A n; Nj ! 37
My My — [( X|Y——y¢7,U«X\Y ——yj>k} .. " - ZZI{J(I‘Z( )7 ET)) ( ‘ )
1% 1<i,j<N TLZ’I’LJ =1 r—1 1<i.i<N

—_ - = - _17.]_

Substituting the latters into (A.71) and (A.72), we obtain empirical estimates of the deconditional posterior

with shrinkage CMO estimator defined as

Fing(z) = m(z) + k, My A(ATMy MyA +0%Ly) "1z — 4(3)), (A.83)

Fea(z,2’) = k(z,2') — k; My A(ATM] MyA + 0%1y) ' ATM, &y (A.84)
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forany z, 2’ € X.

Note that as the number of bags increases, it is possible to derive a variational formulation similar to
the one proposed in Section A.3 that leverages the shrinkage estimator to further speed up the overall

computation.

A.4.2 Ablation Study

In this section we will present an ablation study on the shrinkage CMO estimator. The key is to illustrate

that the Shrinkage CMO performs on par with the standard CMO estimator but is much faster to compute.

N

i1 and bx; = {a:y) » . i.e there

In the following, we will sample bag data of the form "D = {ba:j, Yj
are N bags with n elements inside each. We first sample N bag labels y; ~ N(0, 2) and for each bag y;,
we sample n observations xgi) ly; ~ N (y; sin(y;), 0.52).

Recall in standard CME one would need to repeat the number of bag labels to match the cardinality of

(@) N,n

S : (4)
z;”, 1. estimating CME using data {z;", y;};27 ;1

Denote éX|y as the standard CMO estimator and °C' x|y as the shrinkage CMO estimator. We will
compare the RMSE between the two estimator when tested on a grid of test points {z}, 3}V, i.e
comparing the RMSE of the values between fixy -, (xf) = <CX‘y€y;, kyx )1 and Sﬂ;qyzyi* (x}) =
<S C x|y lyrs bz )i for each i. We also report the time in seconds needed to compute the estimator. The

following results are ran on a CPU. Kernel hyperparameters are chosen using the median heuristic. The

regularisation for both estimator is set to 0.1.

Data, N: 3, M: 50 Standard CME estimate. Time: 0.00 Shrinkage CME: RMSE 0.00, Time: 0.01

€I

U7 ) O i 2 0 (D73 1 D oh 150 =t L VB 1) Ly i bl 1 G0

00 L1 Lt O 2 R L0 0 L 65 I LD et Lk 1310 1 LN I O3 L 0 B0t

5l!|||||||||||!!!!||||ii
= = o = ] =
=1 ¥ = o @ =
bbb B h b b G 6o A W w w w s

X
1 R0 R 5 5 5 ot P Pt

Figure A.1: 3 bags with 50 samples each. (left) Data, (middle) j X|Y =y (x7) Standard CME. (right)

Sh X|Y =y (x}) Shrinkage CME. We see both algorithms require very little time to train, (~ 0.01second)
with a negligible difference in values as shown by the RMSE.

Figures A.1 and A.2 show how shrinkage CMO performed compared to the standard CMO in a small data
regime. Now when we increase the data size, we will start to see the major computational differences.

(See Figures A.3 and A.4)
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Data, N: 50, M: 3 Standard CME estimate. Time: 0.03 Shrinkage CME: RMSE 0.10, Time: 0.03
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Figure A.2: 50 bags with 3 samples each. (left) Data, (middle) fix|y—,: (x}) Standard CME. (right)
S X|Y=y? («) Shrinkage CME. Again, we see both algorithms require very little time to train, (~ 0.03
second). However, there is an increase in RMSE for the shrinkage estimator because there are much less
samples for each bag, thus the empirical CME estimate /i x|y—,, might not be accurate. Nonetheless, it is
still a small difference.

Data, N: 50, M: 500 Standard CME estimate. Time: 43.66 10 Shrinkage CME: RMSE 0.03, Time: 0.07

™
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Figure A.3: 50 bags with 500 samples each. (left) Data, (middle) (& X|Y=y? («}) Standard CME. (right)
S X[y =y; (#}) Shrinkage CME. With a small RMSE of 0.03, the Shrinkage CME is approximately 600
times quicker than the standard version.

Data, N: 500, M: 50 Standard CME estimate. Time: 62.53 Shrinkage CME: RMSE 0.02, Time: 0.27

c 59 10 59 10
54 52
, a8 EE]
-&""‘*— 43 43
3 38 33
- 32 -08 32 -08
27 27
22 22
2 16 18
11 11
06 -06 05 06
. 00 00
0.5 05
= 10 10
16 16
= 21 -04 21 04
27 27
32 32
3.7 37
4 43 43
4B -02 48 02
53 53
5.9 59
—6 6.4 6.4
6.9 6.9
s -0o 754 0.0

Figure A.4: 500 bags with 50 samples each. (left) Data, (middle) j X|y=y; («7) Standard CME. (right)
S XY =y (x}) Shrinkage CME. Again, with a small RMSE of 0.02, Shrinakge CME is approximately
200 times quicker than the standard CME.
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A.5 Details on Convergence Result

In this section, we provide insights about the convergence results stated in Section 3.4. These results are
largely based on the impactful work of Caponnetto and De Vito [2007], Szabé et al. [2016] and Singh
et al. [2019] which we modify to fit our problem setup. Each assumption that we make is adapted from a
similar assumption made in those works, for which we provide intuition and a detailed justification. We

start by redefining the mathematical tools introduced in these works that are necessary to state our result.

A.5.1 Definitions and Pg (b, c) spaces

We start by providing a general definition of covariance operators over vector-valued RKHS, which will

allow us to specify a class of probability distributions for our convergence result.

7

Definition A.5.1 (Covariance operator). Let W a Polish space endowed with measure p, G a real
separable Hilbert space and K : W? — L(G) an operator-valued kernel spanning a G-valued
RKHS H.

The covariance operator of K is defined as the positive trace class operator given by
T = / KoK dp(w) € £(Hx) (A85)
z

where L(H ) denotes the space of bounded linear operators over Hy.

Definition A.5.2 (Power of self-adjoint Hilbert operator). Let T' a compact self-adjoint Hilbert

space operator with spectral decomposition T =Y 2% | Apey, ® ey, on (€5 )nen basis of Ker(T),.

The r'™ power of T is defined as T™ = 320 | \le, ® ep.

Using the covariance operator, we now introduce a general class of priors that does not assume parametric
distributions, by adapting to our setup a definition originally introduced by Caponnetto and De Vito
[2007]. This class captures the difficulty of a regression problem in terms of two simple parameters, b and

¢ [Szabé et al., 2016].
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Definition A.5.3 (P (b, c) class). Let £, : GZ — [0, 00[ an expected risk function over p and
E, = argmin &,. Then given b > 1 and c €|1,2], we say that p is a P (b, c) class probability
measure w.r.t. £, if
1. Range assumption: 3G € H such that £, = TI? o G with |G|% < R for some R >0
2. Spectral assumption: the eigenvalues (\,)nen of Tk satisfy a < nbX, < 3,Yn € N for

some 3> a >0

. J

The range assumption controls the functional smoothness of F, as larger ¢ corresponds to increased
smoothness. Specifically, elements of Range(T [?1 ) admit Fourier coefficients (v,)nen such that
2% 200 MY < 0. In the limit ¢ — 1, we obtain Range(T?%) = Range(Idy, ) = Hx. Since
ranked eigenvalues are positive and A\, — 0, greater power of the covariance operator Tk give rise to

faster decay of the Fourier coefficients and hence smoother operators.

The spectral assumptions can be read as a polynomial decay over the eigenvalues of T'x. Thus, larger b
leads to enhanced decay \,, = ©(n~") and concretely in a smaller effective input dimension.

A.5.2 Complete statement of the convergence result

The following result corresponds to a detailed version of Theorem 3.4.2 where all the assumptions are

explicitly stated. As such, its proof also constitutes the proof for Theorem 3.4.2.

Theorem A.5.4 (Empirical DMO Convergence Rate). Assume that
1. X and Y are Polish spaces, i.e. separable and completely metrizable topoligical spaces
2. k and ! are continuous, bounded, their canonical feature maps k, and {, are measurable
and k is characteristic
3. Hy is finite dimensional
4. argmin &, € Hr and argmin &y € Hrp
5. The operator family {T'y,,,_ }yey is Holder continuous with exponent v €0, 1]
6. Pxy is a Pr(0, ) class probability measure w.r.t. E. and Py is a Pr(b, ¢) class probability
measure w.r.t. £q
7. Yg € Hy, |gle < oo almost surely
Let Dp, = argmin &y(D). Then, if we choose A = N~ and N = M% where a > 0, we
have e
o Ifa < ¥ then £4(Dxpy) — Ea(Dpy) = O(M 1) with € = M1
o Ifa > YD then £4(D)y) — Ea(Dpy ) = O(MFT) with ¢ = Moett
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Proof of Theorem 3.4.2. The main objective here will be to rigorously verify that within our setup, the
conditions in Theorem 4 from Singh et al. [2019] are met. We reformulate from our problem perspective

each of the assumptions stated by Singh et al. [2019] and verify they are satisfied.

Assumption 1 Assume observation model Z = f(X) + &, with E[§]Y] = 0 and suppose P X|y =y IS not

constant in y.

In this work, the observation model considered is Z = E[f(X)|Y] + € and the objective is to recover the
underlying random variable f(X') which noisy conditional expectation is observed. The latter presumes
that we could bring Z to X’s resolution. We can model it by introducing “pre-aggregation” observation

model Z = f(X)+& such that Z = E[Z|Y] and £ is a noise term at individual level satisfying E[]Y] = 0.

Assumption 2 X and ) are Polish spaces.

We also make this assumption.

Assumption 3 % and ¢ are continuous and bounded, their canonical feature maps are measurable and k

is characteristic.

We make the same assumptions. The separability of X and ) along with continuity assumptions on
kernels allow to propagate separability to their associated RKHS H;, and #H, and to the vector-valued
RKHS Hr. Boundedness and continuity on kernels ensure the measurability of the CMO and hence
that measures on X and cY can be extended to H;, and H,. The assumption on k being characteristic
ensures that conditional mean embeddings 1 x|y—, uniquely embed conditional distributions Py, and

henceforth operators over H, are identified.

Assumption 4 argmin & € Hr.

This property stronger is than what the actual conditional mean operator needs to satisfy, but it is necessary

to make sure the problem is well-defined. We also make this assumption.

Assumption 5 Pxy is a Pr(0, ) class probability measure, with ¢ €]1, 2]

As explained by Singh et al. [2019], this is further required to bound the approximation error which
we also make. Through the definition of the Pr(0, ¢’) class, this hypothesis assumes the existence of
a probability measure over H;, we denote Py, . Since H;, is Polish (proof below), the latter can be
constructed as an extension of Px over the Borel o-algebra associated to Hj, [Steinwart and Christmann,

2008b, Lemma A.3.16].
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Assumption 6 Hy is a Polish space

Since k is continuous and &’ is separable, Hy, is a separable Hilbert space which makes it Polish.

Assumption 7 The {U', ,_ }yey operator family is

¢ Uniformly bounded in Hilbert-Schmidt norm, i.e. 3B > 0 such that Yy € Y, [T’
B

2
HX|Yy =y ‘HS(H;;,”HF) <

* Holder continuous in operator norm, i.e. 3L > 0,: €0,1] such that Vy,y" € Y, [Ty, —
F“X|Y:yl “C(HbHF) S L’/’LX|Y:y - ,UzX‘Y:y/‘Z:
where L(H,, Hr) denotes the space of bounded linear operator between H, and Hrp.

Since we assume finite dimensionality of H,, we make a stronger assumption than the boundedness in

Hilbert-Schmidt norm which we obtain as

T hxiy—y |I2{S(HZ,HF) = tr (T(px|y=y: Lx|y=y)) (A.86)
=t ((px |y =ys Hx |y =y )k 3, ) (A.87)
= q(y,y) tr (Idy,) < co. (A.88)

Holder continuity is a mild assumption commonly satisfied as stated in Szabd et al. [2016].

Assumption 8 argmin &y € Hr and Hy is a space of bounded functions almost surely

We assume that the true minimiser of £q is in Hr to have a well-defined problem. The second assumption
here is expressed in terms of probability measure Py, over H,. We do also assume that there exists B > 0

such that Vg € H,,

gle < B Py, — almost surely.

Assumption 9 Py is a Pr(b, ¢) class probability measure, with b > 1 and ¢ €]1, 2]

This last hypothesis is not required per se to obtain a bound on the excess error of regularized estimate
D x|y- However, it allows to simplify the bounds and state them in terms of parameters b and ¢ which

characterize efficient input size and functional smoothness respectively.

Furthermore, a premise to this assumption is the existence of a probability measure over H, that we
denote IP4,. Since £ is continuous and ) separable, it makes H, a separable and thus Polish. We can then

construct Py, by extension of Py [Steinwart and Christmann, 2008b, Lemma A.3.16] O
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This theorem underlines a trade-off between the computational and statistical efficiency w.r.t. the datasets

cardinalities N = |D;| and M = |Ds| and the problem difficulty (b, ¢, ¢’).

For a < betD) “smaller @ means less samples from D; at fixed M and thus computational savings. But it

be+1
b(c+1)
be+1

also hampers convergence, resulting in reduced statistical efficiency. At a = < 2, convergence rate

is a minimax computational-statistical efficiency optimal, i.e. convergence rate is optimal with smallest

b(c+1)
be+1

possible M. We note that at this optimal, /N > M and hence we require less samples from Ds. a >
does not improve the convergence rate but increases the size of D; and hence the computational cost it

bears.

We also note that larger Holder exponents ¢, which translates in smoother kernels, leads to reduced N.

b(c+1)
be+1

o e . / . . .
Similarly, since ¢ — Cc_ill and ¢ — are strictly decreasing functions over |1, 2|, stronger range

assumptions regularity which means smoother operators reduces the number of sample needed from D;

to achieve minimax optimality. Smoother problems do hence require fewer samples.

Larger spectral decay exponent b translate here in requiring more samples to reach minimax optimality
and undermines optimal convergence rate. Hence problems with smaller effective input dimension are

harder to solve and require more samples and iterations.

A.6 Additional Experimental Results

A.6.1 Swiss Roll Experiment
A.6.1.1 Statistical significance table
A.6.1.2 Compute and Resources Specifications

Computations for all experiments were carried out on an internal cluster. We used a single GeForce GTX
1080 Ti GPU to speed up computations and conduct each experiment with multiple initialisation seeds.
We underline however that the experiment does not require GPU acceleration and can be performed on

CPU in a timely manner.
A.6.2 CMP with high-resolution noise observation model

Deconditional posterior with high-resolution noise

Beyond observation noise on the aggregate observations z as introduced in Section 3.3.2, it is natural to
also consider observing noise at the high-resolution level, i.e. noises placed on f level directly in addition

to the one g at aggregate level. Let { ~ GP(0,0) the zero-mean Gaussian process with covariance
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Table A.1: p-values from a two-tailed Wilcoxon signed-rank test between all pairs of methods for the test
RMSE of the swiss-roll experiment with a direct and indirect matching setup. The null hypothesis is that
scores samples come from the same distribution. We only present the lower triangular matrix of the table
for clarity of reading.

Matching CMP BAGG-GP VARCMP VBAGG GPR S-CMP

Direct CMP -
BAGG-GP  0.00006 -
VARCMP  0.00008 0.00006 -
VBAGG  0.00006 0.00006  0.005723 - - -
GPR  0.00006 0.00006  0.00006  0.00006 -
s-cMp  0.00006 0.00006  0.000477 0.014269 0.00006 -

Indirect CMP -
BAGG-GP 0.011129 - - - - -

VARCMP 0.001944 0.015240 - - - -

VBAGG 0.000089 0.047858 0.000089 - - -

GPR 0.025094 0.047858 0.047858 0.851925 -

s-cMp  0.000089 0.002821 0.000089 0.000140 0.052222 -

function
AxX — R

0: life =2 . (A.89)
(z,2") —

0 else

By incorporating this gaussian noise process in the integrand, we can replace the definition of the CMP by

o(y) = /X (F(z) + <€(x)) dBxpyy . Yy €Y, (A90)

where ¢ > 0 is the high-resolution noise standard deviation parameter. Essentially, this amounts to

consider a contaminated covariance for the HR observation process. This covariance is defined as

Xx&Xx — R
kS : . (A91)
(v,2") — k(x,2") +s25(x, ")
Provided the same regularity assumptions as in Proposition 3.3.2, the covariance of the CMP becomes
q(y,y") = E[kS(X, XY = 3, Y’ = 3/] — the mean and cross-covariance terms are not affected.
Similarly be written in terms of conditional mean embeddings, but using as an integrand for the CMEs the
canonical feature maps induced by £°, i.e. M}|Y=y = E[k*(X,-)|Y = y] for any y € V. Critically, this

is reflected in the expression of the empirical CMP covariance which writes

4y, y) = 0y, y)(Lyy + NAIN) " (K + 2In) (Lyy + NXIN) " (y, ) (A.92)
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thus, yielding matrix form

Qyy = (3. 9) (A93)
= Lyy(Lyy + NAIN) ' (Kxx + 6*In)(Lyy + NAIy) 'Lyy (A.94)
= AT (Kyx +6%IN)A. (A.95)

which can readily be used in (3.7) and (3.8) to compute the deconditional posterior.

This high-resolution noise term introduces an additional regularization to the model that helps preventing

degeneracy of the deconditional posterior covariance. Indeed, we have

ka(%,%) = Ky — Kux A(Qyy 4 021n) TATK o (A.96)
= Kyx — Kix A(AT (K + 2 IN)A 4 021)) TA TK (A.97)
= Kxx - Kxx(AAT(Kxx + §2IN) + O'2IM)71<AATKxx)- (A.98)

where on the last line we have used the Woodburry identity. We can see that when o = ¢ = 0, (A.98)
degenerates to 0. The aggregate observation model noise o provides a first layer of regularization at low-
resolution. The high-resolution noise ¢ supplements it, making for a more stable numerical compuation

for the empirical covariance matrix.

Variational deconditional posterior with high-resolution noise

The high-resolution noise observation process can also be incorporated into the variational derivation to

obtain a slightly different ELBO objective. We have

p(Ef) = NEIYT KL, Qpy + 0T — T Ky 1Y) (A.99)
= N(Z|Af , AT (Kyx + CIN)A + %Iy — ATK,A) (A.100)
= N(Z|Af , CATA +0%1y) (A.101)

The expected loglikelihood with respect to the variational posterior hence writes

M 1

Eqy(p)[p(3[f)] = — =~ log(27) — 5 log det(¢2ATA + 0?Ty) (A.102)
1

~ 5Eq00) [(z “ATHT(RATA +0%y) Mz — ATf)] (A.103)

With a derivation similar to the one proposed in Appendix A.3, the expected loglikelihood can be expressed
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in terms of the posterior variational parameters as

_ M 1
Eq(p)[p(7]f)] = — = log(27) — 3 log det(¢PATA + 02Ty) (A.104)
1, _ “1- _

i AT (PATA +0%Ty) 1z ATR) (A.105)
1 _
—5tr ((g2ATA n U2IM)_1AT2A) (A.106)

In particular, the last term can be rearranged into tr (Z_]l/ *A(G2ATA + 0% M)_lATfll/ 2) which can
efficiently be computed as an inverse quadratic form Gardner et al. [2018].

A.6.3 Mediated downscaling of atmospheric temperature

A.6.3.1 Map visualization of atmospheric fields dataset

Downscaling prediction maps

A.6.3.2 Statistical significance table

Table A.2: p-values from a two-tailed Wilcoxon signed-rank test between all pairs of methods for the
evaluation scores on the mediated statistical downscaling experiment. The null hypothesis is that scores

samples come from the same distribution. As before, we only present the lower-traingular table for clarity
of reading.

Metric VARCMP VBAGG  VARGPR

VARCMP - - -
RMSE VBAGG 0.005062 - -
VARGPR 0.006910 0.046853 -

VARCMP - - -
MAE VBAGG 0.005062 - -
VARGPR 0.059336 0.006910 -

VARCMP - - -
CORR VBAGG 0.005062 - -
VARGPR 0.016605 0.028417 -

VARCMP - - -
SSIM VBAGG  0.005062 - -
VARGPR  0.959354  0.005062 -

Compute and Resources Specifications

Computations for all experiments were carried out on an internal cluster. We used a single GeForce GTX

1080 Ti GPU to speed up computations and conduct each experiment with multiple initialisation seeds.
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Figure A.5: Map visualization of the dataset used in the mediated downscaling experiment (for one
random seed); Top: Bags of high-resolution albedo o'? and total cloud cover TCCHR pixels which are
observed in D; — each “coarse pixel” delineates a bag of HR pixels; Middle: Low-resolution pressure
field PR which is observed everywhere and plays the role of mediating variable; Bottom: Low-resolution
temperature field T'R pixels which are observed in D, and that we want to downscale; grey pixels are
unobserved; the grey layer on HR covariates maps (top) is the exact complementary of the grey layer on
the observed TR map (bottom).
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Figure A.6: Predicted downscaled atmospheric temperature field with VARGPR; Top-Left: Posterior
mean; Top-Right: 95% confidence region size, i.e. 2 standard deviation of the posterior; Bottom-Left:
Squared difference with unobserved groundtruth THR; Bottom-Right: Difference between unobserved
groundtruth THR and the posterior mean.
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Figure A.7: Predicted downscaled atmospheric temperature field with VBAGG; Top-Left: Posterior mean;
Top-Right: 95% confidence region size, i.e. 2 standard deviation of the posterior; Bottom-Left: Squared
difference with unobserved groundtruth THR; Bottom-Right: Difference between unobserved groundtruth
THR and the posterior mean.
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Figure A.8: Predicted downscaled atmospheric temperature field with VARCMP; Top-Left: Posterior
mean; Top-Right: 95% confidence region size, i.e. 2 standard deviation of the posterior; Bottom-Left:
Squared difference with unobserved groundtruth THR; Bottom-Right: Difference between unobserved
groundtruth THR and the posterior mean.

140



B| Chapter 4 Appendix

B.1 Additional background on backdoor/front-door adjustments

In causal inference, we are often times interested in the interventional distributions i.e p(y|do(z)) rather
than p(y|x), as the former allows us to account for confounding effects. In order to obtain the interventional
density p(y|do(z)), we resort to do-calculus [Pearl, 1995]. Here below we write out the definition for the
2 most crucial formulae; the front-door and backdoor adjustments, with which we are able to recover the

interventional density using only the conditional ones.

B.1.1 Back-door Adjustment

The key intuition of back-door adjustments is to find/adjust a set of confounders that are unaffected by the

treatment. We can then study the effect the treatment has on the target.

Definition B.1.1 (Back-Door). A set of variables Z satisfies the backdoor criterion relative to an
ordered pair of variables X;, X in a DAG G if:

1. no node in Z is a descendant of X;; and

2. Z blocks every path between X; and X that contains an arrow into X;
Similarly, if X andY are two disjoint subsets of nodes in G, then Z is said satisfy the back-door
criterion relative to (X,Y') if it satisfies the criterion relative to any pair (X;, X;) such that

XZ-GXandeGY

\.

Now with a given set Z that satisfies the back-door criterion, we apply the backdoor adjustment,

Theorem B.1.2 (Back-Door Adjustment). If a set of variables Z satisfies the back-door criterion

relative to (X,Y'), then the causal effect of X on'Y is identifiable and is given by the formula

P(yldo(X) = z) = / p(ylz, 2)p(2)dz B.1)

z

B.2 Front-door Adjustment

Front-door adjustment deals with the case where confounders are unobserved and hence the backdoor

adjustment is not applicable.
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Definition B.2.1 (Front-door). A set of variables Z is said to satisfy the front-door criterion
relative to an ordered pair of variables (X,Y) if:

1. Z intercepts all directed paths from X to Y,

2. there is no back-door path from X to Z; and

3. all back-door paths from Z to Y are blocked by X

\. .

Again, with an appropriate front-door adjustment set Z, we can identify the do density using the front-door

adjustment formula.

7

Theorem B.2.2 (Front-Door Adjustment). If Z satisfies the front-door criterion relative to (X,Y)

and if P(x,z) > 0, then the causal effect of X on'Y is identifiable and is given by the formula:

p(yldo(X) =z) = /p(z|x)/ p(yl|’, 2)p(a")dz'dz (B.2)

l./

B.3 Derivations

B.3.1 CMP Derivation

Proposition 4.3.1. Given dataset D1 = {(x;,vi, ) })*, and Dy = {(gjj,tj)}j]\il, if f is the
posterior GP learnt from Dy, then g = [ f(y)p(y|do(X))dy is a GP GP(mu, k1) defined on the

treatment variable X with the following mean and covariance estimated using [ty |qo(x) »

mi(z) = <[1’Y|do(:c)vmf>7-[ky = ®q, (»’U)T(KQZ + )\I)_ley(Kyy + Aff)_lt (B.3)
K1 ($7 ZL‘/) = ﬂ;‘do(x)ﬂY\do(w’) - ﬂ)Tf\do(x)(I’S'(KS'S' + )‘I)_I(I);’—/lywo(x/) (B.4)
=0 (z) " (Kq, + M) ' Kyy(Kq, + M) 1dq_(2) (B.5)

where iy |do(z) = By |do(X)=z) Kyy = @;r@y, my and f(yy are the posterior mean function and
covariance of f evaluated at'y respectively. X > 0 is the regularisation of the CME. Xy > 0 is the

noise term for GP f. Q) is the set of variables as specified in Prop. 4.2.1.

Proof for Proposition 4.3.1. The integral operator preserves Gaussianity under mild conditions (see

conditions Chau et al. [2021a]), therefore

o(x) = / F(y)dP(yldo(X) = ) (B.6)
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is also a Gaussian. For a standard GP prior f ~ GP(0,k,) and data Dr = {(7;, tj)}jj\/il, standard
conjugacy results for GPs lead to the posterior GP with mean m(y) = ky5(Kyy+AfI) ™'t and covariance
ky(y,y') = ky(y,y') — kyy(Kyy + ArI) kg, Similar to Briol et al. [2019], repeated application of

Fubini’s theorem yields:

Bylo(@) = & | [ f5)dP(yldolx) = ] ~ [EBlrwlaPuliox) =) @)

— [ m)Plao(x) = ) = (. iy —s) ®.3)
cov(gle).9(a')) = [ [ con((5). 7/ )AP(yldolX) = 2)dP(y ldo(X) = 2 ®.9)
= [ [ Rt saptldotanapty iaots') (B.10)

= {10y ldo(a)s 1Y ldo(a")) — By Jdo(a) @5 (K33 + A1) ™M @g fiy|oar) (B.11)

= ®q, (v) " (Kq, + M) Kyy(Kq, + M) tdq_(2) (B.12)

B.3.2 Choice of Nuclear Dominant Kernel

Recall in section 4.3.2, we introduced the nuclear dominant kernel r, to ensure samples of pg, ~
GP(0,ky @ ry) are supported in Hy, ® Hy, with probability 1. In the following, we will present the
analytic form of the nuclear dominant kernel we used in this paper, which is the same as the formulation

introduced in Appendix A.2 and A.3 of Flaxman et al. [2016]. Pick k, as the RBF kernel, i.e.
/ 1 NT !
ky(y.9') = exp (= 50— v) oy~ ) (B.13)

where Yy is the covariance matrix for the kernel £,. The nuclear dominant kernel construction from

Flaxman et al. [2016] then yields the following expression:

7y (Y, y) = /k‘y(y, w)ky (u, y v (du) (B.14)

where v is some finite measure. If we pick v(du) = exp( ”27“:7”25 )du, then we have
(/) = @) P55 2 e (= Sy~ o) (250 0~ o) (B.15)
N (NG
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B.3.3 BayesCME derivations

Proposition 4.3.2. The posterior GP of gy given observations {x,y} has the following mean

and covariance:

mu((2,9)) = kox(Kxx + AI) 7' Kyy Ry g1y (B.17)

ku((z, ), (2',y)) = Bt P = Wl Fse 4 /\I)*lkxm/rny;;ryy/ (B.18)

In addition, the following marginal likelihood can be used for hyperparameter optimisation,

N 1 B B
- ?<10g | K + M| + log |R|) —gtr ((Kxx + M) leyRyleyy) (B.19)

Proof of Proposition 4.3.2. Recall the Bayesian formulation of CME corresponds to the following model,

Hgp ~ GP (0, ke ® Ty) )

ky (i) = pgp (i) + A/2¢; (v)

with ¢; ~ GP(0,r,) independently across i. Now consider k,(y;,y;) as noisy evaluations of /4, (24, y;),

we have the predictive posterior mean as

vee (ryyhiox) " (oo @ Ryy + AL @ Ryy) ™' veo(Kyy) = vee (ryyhind) | ((Koox + A1) ™! @ Ryl ) vee(Kyy)
= vec (7"yyl<:gcx)—r vec (R;;Kyy (Kxx + )\I)_l)
=t (ryyhux (Kox + M)~ Kyy Ry )

= kox (Kyx + M) 7! KyyRyyryy.

And the covariance is,
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/
T, T

"y,y ) — vec (Tyyk;ycx)—r (Kxx & Ryy + A ® Ryy)_l vece (ryy’km/x)
"Nr(y,y') — vec (7“yykgcx)—r ((Kxx + )\I)_l ® R;;) vec (ryy/kx,x)

f (@), (¢ y)) = k)
(, 2")r(

= @) (y,y') = vee (ryyhi) " vee (Ryryy ki (Ko + AD ")
(, 2")r(
(, 2")r(

I
N

z,

8

Yr(y,y) — (ryykxx (Kaxe + A7 kxw,ry,yR;yl)

T,x
Y,y ) Fx (Kxx + )‘I)il kxg;rry/yR;,;Tyy

/
T, T

= k

To compute the log likelihood, note that it contains the following two terms:

vec(Kyy) | (Kxx @ Ryy + M @ Ryy) 'vec(Kyy) = vec(Kyy)" ((Kxx +A) 7w R;}}) vec(Kyy)
= vee(Kyy) Tvee (Ryy Kyy (oo + A1) ")

=t (Kyy (Ko + M) Kyy By )

and

1(1og|( Kox + A1) ® Ry ) = —%log(|(Kxx+/\I)|N|R|N)

N
- —5(1og | Kxx + M| + log |R\)

where we used the fact that determinant of Kronecker product of two NV x N matrices A, Bis: |[A® B| =
[AIN|BIY.

Therefore the log likelihood can be expressed as

N 1
(1og | Kx + M| + log \R|> B ((KXX + D) Ky Ry Ky ) (B.20)

B.3.4 Causal BayesCME derivations

The following proposition extend BAYESCME to the causal setting.
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Proposition C.1 (Causal BayesCME). Denote ,u p as the GP modelling jiy|qo(x). Then using the
Q) notations introduced in proposition 4.2.1, the posterior GP of ,ugp given observations {x,z,y}

has the following mean and covariance:

do _ T -1 -1
mi((z,y)) = ®q, (x) (Kﬂ + )\I) KyyRylry, (B.21)

K}io((l’, y)? (x/7 y/)) = q)Qac (x)T¢Qx (x/)ry,y’ - @Qx (x)T(KQx + )\I)_légm (x,)rny;;ryy'
(B.22)

In addition, the following marginal likelihood can be used for hyperparameter optimisation,

N 1
- —<log K, + M| + log |R|) e ((Km + AI)*leyR;leyy) (B.23)

Proof of Proposition C.1. In the following we will assume 7 is the backdoor adjustment variable. Front-
door and general cases follow analogously. Denote 114, ((, 2), y) as the BAYESCME model for 1y x5, z—. (y).

As we have

v = | [ o,ple, 2)p(z)dzdy (B.24)
= /MY|X=x,Z=zp(2)dZ (B.25)
=Ez [MY\sz,Z] (B.26)

It is thus natural to define u » as the induced GP when we replace py|x—g, z—. With g, ((z, 2), -),

pdo(z, ) = Ezlugy((x, Z), )] (B.27)

Now we can compute the mean of ,ugp,

mi(@,y) = By, Bzlugp (2, Z,9)] (B.28)
—Ey, ((kwx © k(Z,2)) (Kxx © Kpy + M)—leyR;ylryy) (B.29)
_ ((k“ ® 1] ®5) (Kox @ Ko + AI)*leyR;ylryy) (B.30)
= P, (z) " (Kq, + M) 'Kyy Ryyry, (B.31)

Similarly for covariance, we have,

"izo(<x7 y)’ (.%'/, y/)) = EZ,Z' [COU (:U’gp((xa Z)7 y)a /,Lgp(<1'/, Zl)? y/))] (B.32)
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and the rest is just algebra,

= QQJ: (x)—r(bgac (x/)ry,y/ - QQx (x)T(KQ:c + )\I)_léﬂx ($/)Tny;

B.3.5 BayesIME derivation

(B.33)

O]

Now we have derived the Causal BAYESCME, it is time to compute (f, pgg(x, 1)) where f € Hy, . This

requires us to be able to compute (f, r,(-,y)) which corresponds to the following:

oy, = (5 [ Byl asvida)) (B.34)
= /f(u)ky(u, y)v(du) (B.35)
when f is a KRR learnt from Da, i.e f(y) = kyy(Ksy + ArI)~1t, we have
=t (Ky5 + A\ D)7! / kguky(u, y)v(du) (B.36)
=t (Kyy + A\I) " 'ryy (B.37)
Now we are ready to derive BAYESIME.
Proposition 4.3.3. Given dataset D1 = {(x;,yi, 2;)}.; and D2 = {(;, tj)}jj\il, if f isa KRR

where,

ma(z) = @q, (2) ' (Ka, + M) Kyy Ry Ryg A

where A = (Kyy + )\f])flt, B = ATRS,S,A and C = ATRS,yR;,;RyyA

learnt from D3 and piy|qo(x) modelled as a V-GP using D1, then g = (f, jiy|do(x)) ~ GP(ma2, k2)

(B.38)

Ko(x, ') = B®q, (z) ®q,(z) — OPq, ()" (Kq, + M) 1®q, (z) (B.39)

Proof of Proposition 4.3.3. Using the ,ugg notation from Proposition C'.1, we can write the inner product
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as (ugg(:n, -), f), where the mean is,

ma(z) = E[ude(z, )] f (B.40)
= P, (z) (Ko, + M) 'KyyRyyR(y,) " f (B.41)
= g, () (Ko, + M) ' Kyy Ryy Ryy (Kyy + Ap1) 7't (B.42)

where we used the fact f is a KRR learnt from D,. The covariance can then be computed by realising

cov(f T pgp(x, ), f T ugp(a’, ) = f Teov(ugp (@, ), pgp(', ) f- O

B.3.6 BayesIMP Derivations

BAYESIMP can be understood as a model characterising the RKHS inner product of Gaussian Processes.
In the following, we will first introduce some general theory of inner product of GPs, and introduce a
finite dimensional scheme later on. Finally, we will show how BAYESIMP can be derived right away

from this general framework.

Before that, we will showcase the following identity for computing variance of inner products of indepen-

dent multivariate Gaussians,

7

Proposition C.2. Let ux = E[X] and ¥x := Var(X) be the mean and variance of a multi-
variate Gaussian rv, similarly py , Xy for Gaussian rvY . If X and Y are independent, then the

variance of their inner product is given by the following expression,
Var(XTY) = ukSypux + pySxpy +tr (zyzx) (B.43)
Moreover, the covariance between X TY1, X TYQ follows a similar form,

COU(XTYi7 XTYV?) = M;I—(EYEYQMX = N;lzX,U'Y2 + tr(EXEYﬂ/z) (B44)
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Var [XTY] —E :(XTY)Q} ~E [XTY}2

—E :XTYYTX] - (E[X]TE[Y])2

s fu ()] - ()

(e ey - i

tr ((uxu} + EX) (uy@ + Ey)) - (u}uy)Q

= tr (uxu}uyu;) +tr (uxu}Ey) +tr (Exuyu;f) +tr (SxXy) — (Mhy)z

= (M)T(/JY)Q + tr (H)T(EY,UX) +tr (N}T/EX,U«Y) +tr(ExXy) — (N)T(MY>2

= xSy px + py Sxpy +tr (SxSy)
(B.45)

Generalising to the case for covariance is straight forward. O
RKHS inner product of Gaussian Processes

Let fi ~ GP(mi, k1) and fo ~ GP(mag, k2). We assume that f and g are both supported within the

RKHS Hy,. Can we characterise the distribution of (f1, f2),, ?

This situation would arise if f; and fo arise as GP posteriors in a regression model corresponding to
the priors f1 ~ GP(0,71), fo ~ GP(0,72) where r1, 7o satisfy the nuclear dominance property. In

particular, we could choose

ri(u,v) = /k: (u, z) k (z,v) v1 (dz),
ro (u,v) = /k (u,2) k (z,v) v (dz) .

Posterior means in that case can be expanded as
mi Zzazﬁ (-, 4) m2226jr2('7yj)'

We assume that f; and f5 are independent, i.e. they correspond to posteriors computed on independent
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data. Then

E(fi,f2)y, = (mi,ma)qy,
= <ZOM“1('7%),25j7‘2('7yj)>%k
= a'Qp,
where
Qij = q (@i y;) = (1 (zi) 2 (5 yi))y,

_ </k(.,z)/<;(z,:c,~) " (dz),/k(-,Z’)k(Z'ayj)VQ (dzl)>Hk
- //<]€(.7Z)7k(-7z,)>Hkk‘(Z,.1‘i)k‘(Z/,yj) vy (dz) s (d2')
- //k(z,zl)k(z’,ffi)k(z/7?/j)’/1 (dz) va (d2') .

The variance would be given, in analogy to the finite dimensional case, by

var <f1, f2>7_[k = <m1, 22m1>7{k + <m2, 21m2>7_¢k +tr (2122) s

with 31 f = [ &1 (-, u) f(u)du and similarly for ¥o. Thus

- Zzaio‘j/@"l('awz‘)ﬂfz(',u»%k 1 (u, z;) du.

Now, given that kernel x2 depends on 7 in a simple way, it should be possible to write down the full

expression similarly as for @Q;; above. In particular

-1
K2 (7“) =72 (au) -T2 ('aY) (R2,yy+G%I) r2 (Y7u)'
Hence

(r1 (o) oma () gy, = q(zi,u) — g (@i,y) (Regy +031) " 12 (y.u).
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However, this further requires approximating integrals of the type
/q (i, u)r (u, xj) du = //// k (z, z’) k(z,x:)k (z', u) k (u, z”) k (z", xj) vy (dz) ve (dz’) 7 (dz”) du,

etc. Thus, while possible in principle, this approach to compute the variance is cumbersome.

A finite dimensional approximation

To approximate the variance, hence, it is simpler to consider finite-dimensional approximations to f; and
fo. Namely, collate {z;} and {y;} into a single set of points £ (note that we could here take an arbitrary

set of points), and consider finite-dimensional GPs given by
flzzajk('véj)7 fZZijk(’gj)a

where we selects distribution of a and b such that evaluations of fl and fg on &, K¢ea and K¢cbrespectively,

have the same distributions as evaluations of f; and fs on £. In particular, we take
1 -1 -1 -1 —1 —1
a NN <K§£ mi (f) ’K£§ ICl,fngg ) 5 b ~ N <K£§ meo (5) ’K€§ IC27§§K§£ > y

where we denoted by m; (£) a vector such that [m; (£)], = my (&) and by K; ¢¢ a matrix such that
[Kl,ff]” = K1 (5175])

Then, clearly

<f17f2>Hk = CLTK&Z’
_ (Kgfa)T (Kgfb)

and now we are left with the problem of computing the mean and the variance of inner product between

two independent Gaussian vectors, as given in Proposition C'.2. We have

-~ T
E(fif), = (KELm(©) (KLEgm©)
= m (&) K Kee K lma (€)

= mi (&) Kg'ma (),
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and

- T - -
Var<f1>f2>m = (Kgg/QKgflml(f)) Kgglmlcz,énggl/Q (Kglngglml(ﬁ))

+ <K51§/2Kg51m2 (5)) T Kg/zlﬁ,ggf(g_gl/z (Kglg/2K£—£1m2 (§)>
o (Kgfl/QlCngKgﬂKgmICQ&KS_;/Q)

my (&) Kg' Koee K ma (€)

ma (€)' K K1 ee Kl ma (€)

—1 -1
tr (’CL&K& K27§§K€§ ) .

+ o+

Coming back to BayesIMP

Now coming back to the derivation of BayesIMP. We will first provide two finite approximation of f and

ugg(x, -) in the following two propositions. Recall these finite approximations are set up such that they

do

paty = [y " ¥7]T. The latter thus act as landmark

match the distributions of evaluations of f and p

points for the finite dimensional approximations.

Proposition C.3 (Finite dimensional approximation of f). Lety = [y " y"]T be the concatenation

of y and y. We can approximate f with ,

flt ~ N(mg, %) (B.46)
where,
mf = @yK}%}Ryy(Ryy + )\f[)_lt (B.47)
& 1D 15T
Ef = CI)yKnynyyg, <I>$, (B.48)

and Rgy = Ryy — Ryy(Ryy + A1) ™! Ryy.

Similarly for MZ;(:U, -), we have the following,
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Proposition C.4 (Finite dimensional approximation of ugg(x, ). Lety = [y" y']" be the

concatenation of y and'y. We can approximate Mgg(a -) with ,

fign(x, )| vec(Kyy) ~ N(mz, Zp) (B.49)

where,
my = O3 Ko Ryy Ry Kyy (Ko, + AI) ' ®q, (2) (B.50)
N = Py Ko KE Ko @ (B.51)

where Kgy = Oq, (2) " @q, () Ryy — (Pq, (z)" (Ka, + M)~ '®q, (z)) Ryy Ryy Ryy

Now we have everything we need to derive the main algorithm in our paper, the BAYESIMP. Note that we
did not introduce the ugg notation in the main text to avoid confusion as we did not have space to properly

define ,ug;.

7

Proposition 4.3.4 (BAYESIMP). Let f and py|40(x) be GPs learnt as above. Denote f and
[y |do(X) @S the finite dimensional approximation of [ and pyqo(x) respectively. Then g =

(f, fiy|do(x)) has the following mean and covariance:

m3(z) = B Kyg K2 Ryg(Ryg + A1) 't (B.52)

ks(z, ') = B,0] Ry E) + O Fp — 00 G L + 0V Frp — 00 Ghw  (B53)

TV Vv
Uncertainty from D1 Uncertainty from D2 Uncertainty from Interaction

where B, = ®q_(z)" (Kq, + M)\, Fop = ®q,(2) ®q, (2), G = Pq,(2)" (Kq, +
M)~ g, (2'), and ©1 = K g Ryy Ry Kyy, 6 = 6] Ryy64,0)” = O] Ryy Ryl Ry50,
and ©f) = tr(KlRygK 1Ryg), 0 = tr(Rgy Ry} Ryg K, Rey K1) and ©4 =

K;; Fiaal(Bes 4 A f)_lt. Ryy is the posterior covariance of f evaluated at y

Proof of Proposition 4.3.4. Since § = ( f , ﬂgg) is an inner product between two finite dimensional GPs,

we know the variance (as given by Proposition C'.2) is characterised by,

var(g) = m;meﬂ + m}[Zﬂsz + tr(X525) (B.54)
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Expanding out each term we get Proposition 4.3.4:

m'Ym = E,0] Rg361F, (B.55)
mISpms = 08 Frw — 0 G (B.56)
(B.57)

while the first two terms resembles the uncertainty obtained from IMP and BAYESIME, the trace term is

new and we will expand it out here,

) = tr ((I) K KY K10 0y K] Ryg KyQ@I) (B.58)
tr( y;K;fy ;y ) (B.59)
= tr (Kgy (Fear Ryy — Guar Ryy Ry Ryg) Ko Ry ) (B.60)

=0 F —00G,, (B.61)
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B.4 Details on Experimental setup

B.4.1 Details on Ablation Study

B.4.1.1 Data Generating Process

We use the following causal graphs, X — Y and Y — T, to demonstrate a simple scenario for our
data fusion setting. As linking functions, we used for D;, Y = xzcos(mx) + €1 and for Do, T =

0.5 % y * cos(y) + €. where ¢; ~ N (0, 0;). Here below we plotted the data for illustration purposes.

Dataset 1 Dataset 2
1.5
X X
X
24 X
X
% ;i( X 1.0
X x
X X X
14 SEX y ¢ X y X% x L
X
X X J X
X X X 05 x X X X
X X % % g X x
0 x JX% X X x x* X X x X ¥
_ x « XX X 3 x x XX x xx X Xx x
~ X X Xy X = X x x Xx X X
% X 3% x 00 < & X x
-1 X x X
x X x
>3< SR P x x x X x50
< X X X X X %
2 X -0.5 kS X x
Xy X x «
X
-3 ~1.0 x
£ X X
- -
-4 -2 0 2 4 20  -15 -10 05 0.0 05 1.0 15 2.0
X Y2

Figure B.1: (Left) [llustration of D; (Right) Illustration of Do

B.4.1.2 Explanation on the extrapolation effect

In the main text, we referred to the case where IMP is better than BAYESIME as extrapolation effect.
We note from the figure above that in D; we have x around —4 being mapped onto y values around —3.
Note however, that in Dy, we do not observe any values Y below —2. Hence, because IMP uses a GP
model for Dy we are able to account for this mismatch in support and hence attribute more uncertainty to

this region, i.e. we see the spike in uncertainty in Fig. 4.5 for IMP.

B.4.1.3 Calibration Plots

To investigate the accuracy of the uncertainty quantification in the proposed methods, we perform a
(frequentist) calibration analysis of the credible intervals stemming from each method. Fig. B.2 gives the
calibration plots of the sampling methods (sampling-based method of Aglietti et al. [2020b]) as well as the
three proposed methods. On the x-axis is the portion of the posterior mass, corresponding to the width of

the credible interval. We will interpret that as a nominal coverage probability of the true function values.
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On the y-axis is the true coverage probability estimated using the percentage of the times true function
values do lie within the corresponding credible intervals. A perfectly calibrated method should have a
nominal coverage probability equal to the true coverage probability, i.e. being closer to the diagonal line

is better.

Calibration Plot

1.0 —— sampling
IMP
——— BayesIME -’
0.8
> ——— BayesIMP
= === Opt
_:g
S 0.6 1
&
1
on
<
5}
2 0.4
o
Q
=
=
0.2
0.0

T T
0.0 0.2 0.4 0.6 0.8 1.0
Nominal coverage probability

Figure B.2: Calibration plots of Sampling method as well as our 3 proposed methods. We clearly see that
BAYESIMP is the best-calibrated method amongst all other methods.

B.4.2 Details on Synthetic Data experiments
B.4.2.1 Data Generating Process for simple synthetic dataset

For the first simple synthetic dataset (See Fig. 4.6 (Top)) we used the following data-generating graph is

defined as.
e X >U:U=2xX+¢€

e Z—>X:X=3xcos(Z)+e

{Z,U} Y :Y =U+exp(—2) +¢

Y 5 T:T =cos(Y)—exp(—y/20) + ¢
where € ~ N(0,02) and Z ~ U[—4, 4], where for Dy we have that Y ~ U/[—10, 10]. In addition, with
probability m = 1/2 we shift U by +1 horizontally and —3 vertically to thus create the multimodality

in the data. In order to generate from the interventional distribution, we simply remove the edge from

Z — X and fix the value of z.
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B.4.2.2 Data Generating Process for harder synthetic dataset from Aglietti et al. [2020b]

For the first simple synthetic dataset (Fig. 4.6(Bottom)) we used the same data generating format as in

Aglietti et al. [2020b].

b U1:61
° U2:62
° F:€3

A=F?+ Ui +ea

e B=U;+e¢€p

e C =exp(—B) + ¢¢

* D =-exp(—C)/10+¢€p

* E=cos(A) 4+ C/10eg

* Y] = cos(D) +sin(E) + Uy + Us

* Yy =cos(D) +sin(E) + Uy + Uz + 27
e T'=6x%sin(3*Y)+e

where the noise is fixed to be (0, 1) and where we switch with 7 = 1/2 from mode Y7 and Y5, where

Y ~ U[—-2,9] for Ds.

B.4.3 Details on Healthcare Data experiments
B.4.3.1 Data Generating Process

For the healthcare dataset, Dy, (Fig. 4.1) we used the same data generating format as in Aglietti et al.

[2020b] with the difference that we make statin continuous and increased the age range.

* age = U[15,75]

bmi = N (27 — 0.01 * age, 0.7)
* aspirin = 0(—8.0 + 0.1 x age + 0.03 * bmni)
e statin = —13 4+ 0.1 * age + 0.2 * bmi

* cancer = (2.2 — 0.05 x age + 0.01 * bmi — 0.04  statin + 0.02 x aspirin)

PSA=N(6.840.04%age — 0.15 x bmi — 0.6 * statin + 0.55 x aspirin + cancer, 0.4)
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As for the second dataset, Dy we firstly fit a GP on the data collected from Stamey et al. [1989]. Once
we have the posterior GP, we can then use it as a generator for the D, as it takes as input PSA. This
generator hence acts as a link between D; and D-. This way we are able to create a simulator that allows

us to obtain samples from E[Cancer volume|do(Statin)] for our causal BO setup.

B.4.4 Bayesian Optimisation experiments with IMP and BAYESIME

Multimodal (Backdoor) Multimodal (Frontdoor) Multimodal (Frontdoor)

N 8 8
E 14 / —— baseline E baseline E 02 — baseline |
B / CBO g CBO & CBO )
2. MP 2 MP e MP
ER —— BayesIME g" —— BayesIME = —— BayesIME
Z —— BayesIMP > —— BayesIMP > — BayesIMP

0 = = Groundtruth v = = Groundtruth o8 == Groundtruth

8 10 0 8 10 0 8 10

4 6 4 6 4 6
BO iterations BO iterations BO iterations

Figure B.3: (Left) Simple graph using backdoor adjustment (Middle) Simple graph using front-door
adjustment (Right) Harder graph using front-door adjustment. BAYESIMP strikes the right balance
between IMP and BAYESIME and all three perform better than CBO and the GP baseline.

The main text compares BAYESIMP to CBO and the baseline GP with no learned prior in the Bayesian
Optimisation experiments. Here, we include IMP and BAYESIME (i.e. simplified versions of BAYESIMP
that account for only one source of uncertainty each) in those comparisons. We see from Fig.B.3 that
BAYESIMP is comparable to IMP and BAYESIME in most cases. While BAYESIMP is not the best-
performing method in every scenario, it does hit a good middle ground between the first two proposed
methods. For Fig. B.3 (Left, Middle) we used N = 100 and M = 50. In the left figure, BAYESIME
and BAYESIMP are very similar, whereas IMP is considerably worst. In the middle figure, all methods
seems to perform well without much difference. In the right figure, we have N = 500 and M = 50 and
this is a case where IMP is best, while BAYESIME appears to get stuck in a local optimum (recall that
BAYESIME does not take into account uncertainty in Dy where there is little data). We note that all three

methods converge faster than the current SOTA CBO.
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C| Chapter 5 Appendix

C.1 Computational complexity

The gains in speed-up and accuracy in RKHS-SHAP come from estimating ufcos) using Conditional Mean

Embeddings (CMEs). To compare with alternative approaches, it is sufficient to look at the complexity
of estimating Vi’os) (f). For RKHS-SHAP this is O(Nd?m) + O(N?d?) where N is the number of data,
d is the number of Fourier features which could be taken much smaller than N [Li et al., 2019a] and
m is the number of conjugate gradient solver steps. Previous approaches would require some form
of density estimation and Monte Carlo sampling, for which there are many methods, so we present a
generic decomposition of complexity here: assuming we take L Monte Carlo samples for each z;; from

p(Xse| Xs = z44) to estimate u)(((’)s) (f), we have

O(L*N?) 4+ O(sampling N L data from estimated densities) + O(estimating N conditional densities).

It is not clear how to select L nor how fast it should grow with N. Aas et al. [2019] considered L = N
recovering a standard Nadaraya-Waston estimator for their empirical conditional mean estimator. In
practice, for nonparametric methods, the computational cost is dominated by density estimation and

sampling, both of which are not needed in our approach.

C.2 Comparison with Frye et al. [2020]

As mentioned in the main text, Frye et al. [2020]’s approach and ours share a similar regression-like

intuition, thus we believe it is important to emphasize the technical difference between the methods.

* Difference in regression target Frye’s approach regression onto scaler values f(X) for specific
f while RKHS-SHAP regresses onto an infinite dimensional feature map instead. Our model is
aiming to capture representation of the full conditional distribution via the RKHS embedding, rather

than the conditional expectation for a specific f.

« Difference in dependency on f CME estimation depends on the function space that f belongs to
and not on the specific f. This subtle but crucial point allows onto apply Shapley functionals as

attribution priors during the learning of f itself, in order to regularise it.

* Difference in hypothesis space: Frye’s approach uses a scaler-valued parametric neural network

model, while our approach uses an RKHS-valued non-parametric kernel ridge regression with a
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ridge penalty to promote smoothness.

C.3 RKHS-SHAP for non-product kernels

When £ is not a product kernel, such as the polynomial kernel and Matérn kernel, we can still proceed with
estimating the value function using tools from conditional mean embeddings, and utilise our interpretability
pipeline without the need for solving conditional density estimation tasks. To do so, we notice that for any

f € Hy, we have

ves(f) =Ex[f(X) | Xs = z5] (C.1)
= ([.Ex[¥x | Xs = zs])3, (C.2)
= (f, hX|Xs=25) 3, (C.3)

Thus, we can proceed with the following estimator of Ex [¢)x | Xg = xg] using the standard conditional
mean embedding estimator (with the conditioning variable being the subset of features): Denote kg :
Xs x Xg — R as a kernel defined on Xg, where Xg is the subspace of the instance space of X’ according
to S. Note that in principle, this kernel kg need not be of the same form as the kernel k£ defined on the full

feature space,
x| Xs—os = K x5 (Kxg.xs +nA) " W (C4)

As aresult, for f = >"7" | a;k(-, z;), the corresponding non-parametric estimator of the value function

vz s(f) will be,

Vp5(f) = Kug xs (Kxsxs +nAM) ' Kx xa. (C.5)

where a = (..., )",

Empirical demonstration In the following, we will demonstrate the above estimation procedure to

explain a kernel ridge regression learnt using Matérn kernel, given by

/ 1 2 / ’ 2 /
k(z,z") = ()2 T <\/7)||x - ||> K, <\/7}||x - ||> (C.6)

where v = 0.5, K, is the modified Bessel function of the second kind, and I' is the gamma function.

Kernel ridge regression is fitted on the diabetes and housing regression datasets from Appendix C.5.
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Figure C.1: Explaining a Kernel Ridge regression learnt using a Matérn kernel on the Diabetes regression
dataset. In comparison to Figure C.5, where the KRR uses a Gaussian kernel, we see both models treat
feature 55, bp, and bmi as top predictors, but having different emphasises on features s3 and s4.

Figure C.1 and C.2 illustrated the explanation results coming from the kernel ridge regression with a
Matérn kernel. We refer the reader to Appendix C.5 for a guide to interpret results from the beeswarm

and bar plots.

In summary, the product kernel assumption is not required for the benefits of RKHS-SHAP to be brought
to bear. Our proposed framework can thus be applied to essentially any kernel appropriate for the problem
at hand. It is however, required to specify the form of the said kernel for any subset of features in the case
of a non-product kernel, e.g. whether it again takes a Matérn form like the original kernel, or something
else. Kernel hyperparameter learning will be more challenging than the product case as well, since e.g.
lengthscale parameters typically vary with dimension and one would essentially require one lengthscale
per subset of the features we are conditioning on, in contrast to the product case, where one lengthscale per
feature dimension suffices. We might incur extra estimation error compared to the product kernel case as
well. This is because one must fit the conditional mean embedding for any subset of features individually
by regressing to the original RKHS defined on a higher-dimensional space (on all features d rather than
on the subset |S¢|). As an example, if d = 100, in the non-product case we always perform estimation on
the space of functions of 100 arguments, whereas in the product case, if one is conditioning on a |.S| = 99
dimensional subset, this simplifies to estimation on the space of functions of a scaler argument. Not only is
the learning problem harder, the non-product approach has to ignore the fact that the conditioning variable
here is simply the subset of features — i.e. standard CME proceeds with regressing from features of Xg to
features of X, while in the product case it is possible to simply isolate the features we condition on, and
set them to the values of interests. As a result, the product kernel assumption allows us to circumvent

potential statistical errors, and thus we chose to focus on the product kernel in the main text.
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Figure C.2: Explaining a Kernel Ridge regression learnt using a Matérn kernel on the House price
regression dataset. In comparison to Figure C.3, we see that ZN is no longer the top predictor. This
illustrated that the models emphasised the feature ZN very differently.

C.4 Proofs

Proposition 5.3.1 (Riesz representations of value functionals). Denote k as the product kernel
of D bounded kernels kq : X9 x X4 — R, where X9 is the d™ feature space. The Riesz
representations of the Interventional value functional and Observational value functional exist and

have the following forms in Hyp,

]/i{; = Q;[).’ES ® )U’XSC (C.7)
@]
UJ(:,S? = wzs ® :u‘Xsc|st:cs (CS)

Where wiUS = ®IGS wa:(l)’ /’[/XSC = E[@zesc waj(z)] and /"LXSC|Xs=xS = E[@zeSC wm(z) |XS =

zg).

Proof. Since Vi{)s and u;%) are bounded linear functionals on all f € H;, with || f||y, bounded, Riesz
representation theorem [Paulsen and Raghupathi, 2016] tells us there exist T ) and r,(0) living in Hy
z,S z,S

such that yi%(f) = (f, T ) ) and ug(cos)(f) = (f, rV(o)>. If fact, if we set 7 () to be ¢hpg @ pxg. and
? x,S ’ z,S x,S

ry(os) tobe g @ fixge|xg=zg» then for the former, we have,

<f7 1%5 ® :U’XSC> = ]E[(fv dJIS & ¢X5c>] (C9)
=E[f({zs, Xsc}] (C.10)
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Similarly,

<f7 %:s @ ,quc|X5:zS> = EKfv ﬂ)zs ® wXSc>|XS = :US] (C.11)
:E[f({xS,XSc}\XS ng] (C.12)
O

Proposition 5.3.2. Given x’ € R™ a vector of instances and f = Vxa, the empirical estimates of

VS) s(f) and I/)(c?‘)s( f) can be computed as,

Xl

A(I)S(f) = O‘T’C)((If?s A)((/Og(f) = aT’C,(((/),?g (C.13)

where IC)((I/)S = (KXSX/S ® % diag(K [

XgeX

gcln)lnlnT) and K = (szx,S @ESKXSX/S), 1n
s=K

is the all-one vector with length n, ® the Hadamard product and = xgexge (Kxgxg +nnl )*1

Proof. Consider z a single observation. Recall f = Wxaand Uy = [ty ... 04, ] = [0, @V, go oo Wz, s @

Y1, 5] To compute ﬁilg(f ), we have:

(I .
{3F) = (Fotas @ fixe) (C.14)
= (Uxa, yg @ Z Yayse) (C.15)
=o' (Kygrs X KI 1,) (C.16)
.. o)
Similarly, for 1/; S) (f),
N(e) .
is)(f) = <f7¢$s®/‘LXsc|XS:a:S> (C17)
= (Vx, thzg @ Wige (Kxgxs + nI)_lKszs> (C.18)
= aT (szms ® szcxsc (KXSXS + n?’]I)_lest) (C19)
Extension to a vector of instance x’ is then straightforward. O
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Proposition 5.3.3 (RKHS-SHAP). Given f € H;. and a value functional v, Shapley values for all

d features and all input x can be computed as follows:
B=(Z'Wz)'zTwv (C.20)

where V. = (f, Ux,S;)-

Proof. Since we now have a compact way to estimate the conditional estimations for a vector of observa-
tions using mean embeddings, we can restate the KernelSHAP objective, which essentially is a weighted

least regression, into a multi-output weighted least square formulation. O

e )

Proposition 5.3.4 (Shapley functional). Given a value functional v indexed by input x and coalition
S, the Shapley functional ¢, ; : Hi, — R such that ¢, ;(f) is the i™ Shapley values for model f

on input x, has the following Reisz representation in the RKHS,

1 d—1\""
¢x,i = g Z ( |S| ) (V:c,SUi - VZ,S) (C.21)

SCD\{:}

Proof. Since the Shapley functional is a linear combination of bounded linear functionals (value function-

als), it admits a Riesz representer in the RKHS.

Theorem 5.3.5 (Bounding Shapley functionals). Let k be a product kernel with d bounded kernels
k@ (z,2)| < M foralli € D. Denote M, = SUPgcp M8 My = SUPgcp ||,U,XSC|XSH1%XS
and Ls = supgcp |[Vzs — wm/ng_[k Let § > 0, assume |9 — 2012 < § for all features
t € D, then differences of the Interventional and Observational Shapley functionals for feature
i at observation x,x’ can be bounded as ||¢gz) - qbgm |$_[k < 2M,Ls and Hgf)g) — qs.’(I?/O,ZHg'lk <

AMr M, Ls. If k is the RBF kernel with lengthscale [, then

16 — 601, < 4(1- e (5)) (€22)
1657 — 6\, < 8Mp (1~ exp (;Tdf)) (C.23)

Proof. To prove that Shapley functionals between two observations = and x’ are § close when the two

points are closed, we proceed as follows: (1) We show that when one pick the usual product RBF kernel,
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we can bound the distance of the feature maps as a function of 4. (2) We then upper bound the value
functionals and show that this bound can be relaxed so that it is independent with the choice of coalition.
(3) Since Shapley values is an expectation of differences of value functions, by devising a coalition

independent bound for the difference in value functionals, the expectation disappears in our bound. [

Proposition A.1 (Bounding feature maps). For the simplest 1 dimensional case with |x — x'|?> < §,

if we pick k the standard RBF kernel with lengthscale [, we have,

0
e = orlid, <2 = 2exp (= 5) (€24)

When we pick x, ' € RY and with a product RBF kernel i.e k(z,z') = H;l:l K (29), 2/0)), where
k) themselves RBF kernels. For simplicity, we assume they all share the same lengthscale l. If
]a:(j ) — g/l )] < 6 forall j € D, then we can bound the difference in feature maps as follows,

ds
[ — ¢ |lfy, <2—2exp ( — ﬁ) (C.25)

Proof. Since ||1), — wgC/H%_tk = k(x,z) + k(z,2’) — 2k(x, 2"). Therefore the first 2 terms are 1 and we

can bound the last term since,

02 )
k(z,2') = exp < - |x212x]> > exp ( — ﬁ) (C.26)
Multiply this lower bound d times to obtain the bound for the d dimensional case. O

Proposition A.1 tells us how the distance in feature maps ||k, — k||, can be expressed by the distance
between x and z’ in the RBF kernel. Different bounds can be derived for different kernels and we only

show the special RBF case for illustration purpose.

Now we shall prove a bound for the value functionals. We shall first proceed with the interventional case

and move on to observational afterwards.
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(1)

Proposition A.2 (Bounding Interventional value functionals). For a fix coalition S, denote D’ =
I I I
1% — vl B, Then DS < Ilhos — vy 3, lliixsel, - Let Ls = supscp |thes —
1/173/5 | |$_[k and assume kernels are all bounded per dimension by M, i.e kU (z,z') < M for all
S

J € D. Denote M), := supgcp M 51, Then the bound can be further loosen up,

DY) < M,L; (C.27)
Proof.
I I I
o) = IIVi,é - Vi/,)SII%k (C.28)
= |25 ® pixse — Yat, ® pxse i, (C.29)
< Ntog = Yy |, Mixse o, (C.30)

Note that ||px g ||? = |[E[k(Xse, X5)]||2 < M5, therefore,
< LsM, (C.31)

O

Before we prove the main theorem, we will illustrate the following bounds for conditional mean embed-

dings, which will be used to bound the observational Shapley functionals.
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Proposition A.3 (Bounding conditional mean embeddings). If we take on the vector-valued
function perspective of conditional mean embeddings as in Griinewdlder et al. [2012], then we
could assume, in general for random variables Y and X, there exists a function py|x € Hr,
where Ty, : X X X — L(Hy) with L(Hy) being the space of self-adjoint operators from the RKHS
Hy to itself, is the vector-valued kernel Ty (x,2") = k(x,2')1, such that jiy|x(z) = py|x=z-
If we assume such a function exists, then by definition of vector-valued RKHSs as in Park and

Muandet [2020], ||jvy|x ||y, has finite norm. Therefore the following is defined if the base kernel

k is bounded,

and correspondingly,

HMY|X:x - NY|X:J:’HH4 < HMY|XH'HFZH¢Z — Y|

iy ix=all, < llpyixlae, [[¥2]l3, (C.32)

(C.33)

Proof. For the first claim, using the result from Micchelli and Pontil [2005, Prop.1 ], we have,

1
ity e @)1y < Moyl ap | T 2) 1
however, we have,
k
Ca2)lop = sup P@ DM _ g — s 2
gEH, HQHHZ

For the second part, we start with,

HMY|X=x - MY|X=x/HHe < HIU’Y|XH'HFZ [T (s, ) — Fm('ﬁ’)”op

Using the result from Micchelli and Pontil [2005, Prop.1] again, we have

Qrol—

IT2(,2) = Ta(,2)lop = [|(Ta(,2) = Ta(,2)) " (Ca(, @) = Ta(, 7)) ll6p

(C.34)

(C.35)

(C.36)

(C.37)
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where the * denotes the adjoint of the operator,

1
= HF{E(7 x)*rﬂf(? :U) - 2FIE(7 x)*rm(a xl) + FIE(? x,)*rl"('a .I'/)ng (C38)

1
= ||Tz(z,2) — 204 (2, 2') + Lo (2, 2')|| 3 (C.39)

1
= ||(k(z,z) — 2k(z,2") + k(z',2")) 1|3 (C.40)
= [tz — Y| |2, (C.41)

therefore we have as a result,

|y x=2 — By x=a'll2, < v x|, Y02 — ol l3, (C.42)

Proposition A.4 (Bounding Observational value functionals via vector-valued function perspective

of CME). For a fix coalition S, denote Dgo) = Hu;{)g — I/i{)s‘ |§_Lk Then

O
D < lIvres = g By ixserxsBars (s By + 1195y,

, where Hr, _ is the Hygy.-valued RKHS. If we denote Ls = supgcp ||z — wx’SH%-Lk and
- S
M,, = supgcp M| and My = supgcp ||pixgexsll3.. - Then DY) < 2MyM,,L; for all
c c o

coalition S.
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Proof.

O (@) O
DY = |1\Y — v L1, (C.43)
= [[thag @ pixge|Xg=2g — Vai, ® MXSC|XS=;B'SH72L¢k (C.44)

- Hw:vs ® /’LXSE|XS=xS - wxfg ® /’LXSC|XSZIS + w.'ﬂfg ® /’LXSC|XS:IS - wxg« ® :u’)fsc‘)(szfﬂfgH%{)c
(C.45)

S was - wxg”g{ksH/’LXSC|XS:I5H%'[]€SC + wag”%{ksHuXSﬂXS:xs - MXSC‘XS::E{S’H%{ICSC
(C.46)

S was - wl‘g‘|g‘[ks‘|uxsc|x,§”%lrxs HwQXS‘H%{kS + mefs"‘g'[ksHMXSC|X5|‘%'LFXS was - wmfg”%‘[ks

(C47
< 2MrM,Ls (C.49)
Finally, we note that,
) 1 d—1\"" )
Hgbx,z - ¢x/7i||7-{,k = ||E Z ’S| Vg Sui — Ve, S8 — (Vx’,Sui - Vx’,S)H?—Lk (C.50)
SCD\{i}
1 d—1\""
<= > < 5] ) Ds + Dsui (C51)
SCD\{i}
= ES[DS + DSUi] (C.52)

Since we have proven bounds for ngo) and D(S[) that is coalition independent, we can directly substitute

the bound inside the expectation. Therefore

164) — 6\ 1B, < 2LsM, (C.53)
164 — )3, < AMyLsM,, (C.54)

In the case when we pick k£ as a product RBF kernel, we have Ls; = 2 — 2exp (%) and M, = 1,

therefore,
—dé
168} — &\, < 4<1 — exp <2l2 )) (C.55)
—dé
||¢g(c? - ¢i/o,2||%k < 8Mp (1 — eXp <2l2>) (C.56)
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Proposition 5.4.1. The above optimisation can be rewritten as, mingegrn Y iy £(yi, Koxat) +
)\faTKxxa + ’\TSaTCACXa. To regularise the Interventional SVs (ISV-REG) of A, we set

=L
Ca = % ijl ’C>(<I,)SjuA — IC)({%J_ where S;’s are coalitions sampled from pgy (S) = é(ﬁs‘l) )

For regularising Observational SVs (OSV-REG), we set (4 = % 23‘121 Kiogj UA — IC)((OS)J,.

Sketch proof. To express

n

>\ n
; ) . 2 AS 2
Join 2 Cyis () + Apll fll3g, + - ;:1 |pa;,a(f)]

as
n

. A
min Uy, Ky xar) + )\faTKxxa + —SaT(A(Xa,
acR™ =1 n

it suffices to show that )‘n—s S bwa(f)? = %SaTCACXa. However, note that

> 1w a(HF = dx,a(f) dxalf) (C.57)
1=1

= [T oxabnuf (C.58)

Now we can estimate the Shapley functional ¢y 4 defined in Proposition 5, by applying the finite sample
estimator of the value functions from Proposition 2, we can compute the finite sample estimate of qﬁl af

as (| . ]
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C.5 Further experiment details

C.5.1 Banana Distribution B(b~!,v)

Recall the Banana distribution B(b~1, v) is defined as follows: Let Z ~ N (0, diag(v, 1))and set X1 = Z;
and Xy = b~ 1(Z? — v) + Z2. We define f(z) = b~ (2 — v) + x2. Now then we have,

E[f(X)] =0 (C.59)

E[f(X)|X; = z1] = 267 (22 — ) (C.60)
E[f(X)[X2 = z2] = 2, (C.61)
E[f(X)|do(X1) = x1] = b~ (2] — ) (C.62)
E[f(X)|do(X2) = x2] = 22 (C.63)

This corresponds to the following Observational Shapley values,

o L

900 = g|(o) X =) -0+ (1) XX = 01X = 02) B (XX = 22)
= B () ).

o . _

o9 = 5|(5) ®rix = —Ere) + () (55 (X1, = 21, = ) ~BF (X1, = o)
= 5 Br b7 (3 - ))

Similarly, for Interventional Shapley values we have,

S0 (f) = b (2% - v)
¢§c[%(f) = T2

C.5.2 RKHS-SHAP on real-world examples

We demonstrate the result of running RKHS-SHAP on 6 real-world datasets and showcase their RKHS-
SHAP Observational Shapley values in Beeswarm summary plots. Interventional SVs are omitted because
we have shown in the main text that running KernelSSHAP-ISV and RKHS-SHAP-ISV gives you the same

SVs, and they only differ in computational run time.

These results are not included in the main text because we do not observe the actual data distribution,
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Table C.1: Real-world explanation tasks

Dataset Ninstances | T features Downstream task
Bostf)n 506 D Predict Boston House Price
Housing (Regression)
Diabetes Predict diabetes progression
. 442 10 :
Progression (Regression)
Diabetes for . . .
. . Predict whether a patient has diabetes
Pima Indian 768 8 . .
. (Classification)
Heritage
Breast Cancer 569 30 Predict whether a patient rmght have
breast cancer or not (Classification)
Predict whether an individual is making
Census Income 48,842 14 over $50k a year (Classification)
League of Legends Predict the winning probability of a player

1,800,000 71

Win Prediction (Classification)

thus there are no groundtruth observational SVs that our algorithm can be compared to measure
and verify how well it is performing. In the following, all models are fitted with the Gaussian kernel.
We first fit a Kernel Ridge Regression or Kernel Logistic Regression to learn the function f, and apply

RKHS-SHAP to f to recover the corresponding observational Shapley values.

We present our results using Beeswarm plot and bar plot. According to the shap package, the beeswarm
plot is designed to display an information-dense summary of how the top features in the dataset impact
the model’s output. Each instance the given explanation is represented by a single dot on each feature row.
The x position of the dot is determined by the RKHS-SHAP value of that feature, and dots “pile up” along
each feature row to show density. Colour is used to display the original value of a feature, which is scaled
with red indicating high, and blue indicating low values. On the other hand, the bar plot shows the mean
absolute value of the Shapley values per feature, thus providing some global summary based on recovered

local importance.
We summarise our real-world explanation tasks in table C.1.
Boston Housing The Boston house price dataset' contains 506 instances and 12 numerical features.
Below is the description of its features:
CRIM per capita crime rate by town
ZN proportion of residential land zoned for lots over 25k sq.ft

INDUS proportion of non-retail business acres per town

"https://archive.ics.uci.edu/ml/machine-learning-databases/housing/
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CHAS Charles River dummy variable (= 1 if tract bounds river; 0 otherwise)
NOX nitric oxides concentration (parts per 10 million)
RM average number of rooms per dwelling
AGE proportion of owner-occupied units built prior to 1940
DIS weighted distances to five Boston employment centres
RAD index of accessibility to radial highways
TAX full-value property-tax rate per $10,000
PTRATIO pupil-teacher ratio by town
LSTAT % lower status of the population
MEDV Median value of owner-occupied homes in $1000’s

We fit a Kernel Ridge Regression to predict the Boston house price. The results are shown in Fig. C.3.
We see that RKHS-SHAP does capture several intuitive explanations, e.g. Higher crime rate (red dots in
feature CRIM) corresponds to negative impact on the house price. We also recover explanations such as

lower percentage of lower status of the population (LSTAT) will increase the house price.

™ et Y
ZN
LSTAT B R By T N
LSTAT
X e o LBt N
TAX
RM - . - ————*
RM
AGE e it
AGE
RAD i miie
RAD
CRIM - — .._.‘
CRIM
PTRATIO e ol
PTRATIO
NDUS , .._—-’
INDUS
Sum of 3 other features - - — “""*

Sum of 3 other features

—-10 —8 -6 —4 -2 o 2 0.0 02 0a 06 08 10 12 14 16
RKHS-SHAP OSV Values mean(|RKHS-SHAP OSV Values|)

Impact on Housing Price Impact on Housing Price

Figure C.3: Beeswarm and bar plot for the housing dataset.

We can examine specific houses and interpret why the kernel ridge regression predicts their corresponding

house prices as well. See Fig C.4.

Diabetes progression regression Next we apply RKHS-SHAP to the diabetes” dataset with 442
samples and 10 features. The machine learning task is to model the disease progression of patients as a

regression problem. We fit a kernel ridge regression for that. Figure C.5 records the results. Feature s1 to

Zhttps://www4.stat.ncsu.edu/ boos/var.select/diabetes.htm]
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fix) = 2
954 - LSTAT 421
-
5453 = RM 06 '
100 = AGE -029‘ - o '_06:
o= ’702? 0521 = CRIM '70.5
181 = INDUS —012 ‘ 17 4 = PTRATIO +047
149 = DIS 7'3'-1‘ 1-CHAS -0.36 ‘
3 other features —0.01 | 3 other features . +0.37
12 14 16 18 20 22 24 22 24 26 28 30 )
EIAX)] =22 533 FIAX) =22.533

Figure C.4: (left) The algorithm believes having a high crime rate is the major reason for its low house
price. (Right) Having a high LSTAT increased the house price.

s6 are blood serum measurements. We note that bmz is one of the most influential feature, which follows

our intuition that higher value of bm: (red clusters in the bmi row) should be a strongly predictive variable

to diabetes.

55 L ---OMM
i — ' +14.48
bp - el
3 - . - —-—*
s6 -—.—*
<4 . .._..*
age --—*

s2 . ..._‘
sl . _.—*
L

SEX

-80 60 ~40 ~20 ' 2 T S T e
RKHS-SHAP OSV Values mean(|RKHS-SHAP OSV Values|)
Impact on Diabetes Impact on Diabetes

Figure C.5: Beeswarm and barplot of the RKHS-SHAP values on the Diabetes dataset

Diabetes for Pima Indian heritage Here we consider another dataset of diabetes study for Pima Indian
heritage women aged 21 over. The data set is collected from here®. There are 768 samples with 8 features.

The goal is to predict whether a patient has diabetes and fit a kernel logistic regression.

Figure C.6 demonstrated how RKHS-SHAP explains the kernel logistic regression. The top predictor,
"Glucose", which measures the plasma glucose concentration 2 hours in an oral glucose tolerance test,
aligns with the intuition that it should be strongly predictive to whether a person is diabetic. Also, high

BMI leading to someone more likely to be diabetic is also reflected from RKHS-SHAP values.

Shttps://www.kaggle.com/datasets/mathchi/diabetes-data-set resource=download
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Insulin
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SkinThickness
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RKHS-SHAP value mean(|RKHS-SHAP valuel)
(Impact on Diabetes prediction) (Impact on Diabetes prediction)

Figure C.6: Beeswarm and barplot of the RKHS-SHAP values on the Diabetes for pima indian heritage
dataset

Breast Cancer Classification Next, we apply RKHS-SHAP to the breast cancer wisconsin dataset* to
interpret the kernel logistic regression we have fitted to predict whether a patient might have breast cancer
given their attributes. Features are computed from a digitized image of a fine needle aspirate (FNA) of
a breast mass. They describe characteristics of the cell nuclei present in the medical image. There are
569 data and 30 features. When running RKHS-SHAP, we did not use all 23° coalitions but subsampled
10000 coalitions instead. Convergence analysis of such an approach is studied extensively by Covert and
Lee [2021], where they empirically show that the algorithm will converge in O(n). Results are shown in
Figure C.7. We can see that features such as "worst radius", "worst concave points", "worst perimeter"

that describes the cell nuclei present in the breast mass, are most predictive to whether a patient has cancer

or not.
worst radius wob—cﬂ o e smeeen b
‘worst radius
worst concave points h“—'" T
‘worst concave points
worst perimeter *——-—-—.

worst perimeter

mean texture R S——— -—--c——a-—.*—
worst symmetry

worst texture B et

mean texture

worst area h——-—
worst texture

mean concave points h—-

worst area

radius error w—
mean concave points

worst smoothness *—' .
radius error
Sum of 21 other features S 3 E B Mhbes B LS ATy -
Sum of 21 other features
-3 -2 -1 o 1 2
RKHS-SHAP OSV value oo o 5. SHAP OS5V value - e
(Impact on Breast cancer prediction) (Impact on Breast cancer prediction)

Figure C.7: Beeswarm and barplot for the breast cancer prediction problem

Census Income dataset In the following, we will explain the kernel logistic regression deployed to
predict the probability of an individual making over $ 50K a year in annual income using the standard
UCI adult income dataset. There are 48,842 number of instances and 14 attributes. We see that features

such as relationship, education level, and capital gain are most predictive of whether a person earns more

“https://g00.gl/U2Uwz2
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Relationship Relationship +0.15
Education-Num Education-Num +0.13
Capital Gain Capital Gain
Hours per week Hours per week
Age Age
Race Race
Sex Sex
Capital Loss oo s Capital Loss
Marital Status Marital Status
Occupation Occupation +0.04
Country Country +0.04
Workclass Workclass +0.03
T e vl 080810 mean(|RKHS-SHAP values|)
Impact on adult income prediction Impact on adult income prediction

Figure C.8: Beeswarm and barplot for the census income data prediction problem

$ 50k a year. We see that as a person grows older, it is more likely to earn more, but the effect is not as

impactful as, e.g. Education level or Capital gain.

League of Legends Win Prediction Finally, we use the Kaggle dataset League of Legends Ranked
Matches which contains 1,800,000 players matches starting from 2014. We follow the preprocessing steps
from of Legends Interpretability Demonstration [2022], and obtained 71 features at the end. We deploy
RKHS-SHAP to explain the fitted Kernel Logistic regression model and obtain results in Figure C.9. We
see that features such as "Deaths per min" and "Assists per min" are most influential to the match outcome.
It follows the game mechanism, as a player is intuitively considered as "strong" if he doesn’t die often in
a round of the game. We would also like to point out we recover similar explanations from of Legends
Interpretability Demonstration [2022], where they applied TreeSHAP to recover the explanations, see
Fig. C.10. Interestingly, our kernel logistic regression seems to believe that "Gold earned per min" is less
informative to the winning probability compared to "Deaths per min", which is different to the results

obtained from the tree ensembles.
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Deaths per min. ¢

Assists per min. o
# of inhibitor kills
# of turret kills
Gold earned per min.
firstblood
item6

Gold spent per min. .
Penta kills per min.
largestkillingspree
Own jungle kills per min.
item4
gameid
Damage to turrets
duration
Physical damage taken per min.
item2
Longest time living as % of game
largestmuiltikill
trinket
Damage to objects per min.
Magic damage taken per min.
Pink wards bought per min.
ssl
Total damage taken per min.
Killing sprees per min.
Magic damage to champions per min.
Total healing per min.
Triple kills per min.

Sum of 42 other features i

-10 5 0 5 10
RKHS-SHAP values
Impact on winning probability

Figure C.9: Beeswarm plot for the League of Legends player winning prediction problem obtained using
RKHS-SHAP.
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High
Gold earned per min.

Deaths per min.

Total minions killed per min.
Assists per min.

Longest time living as % of game
Total damage dealt per min.
Total damage taken per min.
Gold spent per min.

Damage to turrets

# of turret kills

Enemy jungle kills per min.

Feature value

Own jungle kills per min.

# of inhibitor kills

Total units healed per min.
dmgselfmit

Magic damage taken per min.
Damage to objects per min.
Wards placed per min.

Total healing per min.

Physical damage taken per min.

Low

-10 -5 0 5 10
SHAP value (impact on model output)

Figure C.10: Beeswarm plot for the League of Legends player winning prediction problem obtained using
TreeSHAP. Similar insights are recovered compared to RKHS-SHAP. However, since the two methods
are explaining different models — an RKHS function and a tree, it is not possible to tell which one gives
more "correct" explanation.
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D| Chapter 6 Appendix

D.1 Proof of ss-cy-Universality

To prove Theorem 1, we present three propositions to establish the link between ss-cg-universality and
integrally strictly positive definite kernels, following closely the characterisation of cy-universal kernels
from Sriperumbudur et al. [2011, Proposition 4]. The domain X is assumed to be a locally compact
Hausdorff space. We denote by Cy(X’ x X') the space of functions f : X x X — R which are continuous,
bounded, and vanish at infinity. We let Cp s5(X x X') C Cp(X x X') be the subspace of skew-symmetric
functions. We denote by M}, s5(X' x X) the set of finite signed Radon measures on X x A’ and similarly

My ss(X x X) C Mp(X x X) is the subset of skew-symmetric Radon measures.

Proposition D.1.1. Let X be a locally compact Hausdorff space and C(/), s (X X X) the topological
dual of Cy 4s(X x X). Then there is a bijective linear isometry v — T,, from My, 3s(X x X) onto
Cp ss(X x X) given by the natural mapping, T,,(f) = [ fdv, f € Cpss(X x X). Thus we can
identify C 1, (X X X) = My 5(X X X).

Proof. By the Riesz representation theorem [Folland, 1999, Theorem 7.17], Cj(X x X) = M(X x X)
for corresponding spaces without enforcing skew-symmetry. Since Cp ss(X x X') C Co(X x &), for
every linear functional 7,, € Cj (X x X), there is a unique measure v € My (X x X'). We will show

that v must be skew-symmetric.

Assume v is not skew-symmetric, since v — T}, is unique, we have,

T,(f) :/f(m,x')du(x,m’) = —/f(:v',:n)du%f,:n) (D.1)

where 1! is the transpose of v. Furthermore, we decompose v = v 4 v~ into a symmetric and
skew-symmetric component with v = 1(v + v') and v~ = (v — v'). Thus, T,(f) = [ fdv =

[ fdvt + [ fdv—, however,

/ fdvt = % / fdv + % / fdvt =0 (D.2)

by uniqueness. Therefore v is skew-symmetric and C (X x X) = Mj 55(X x &). O

Proposition D.1.1 demonstrates the equivalence between the dual of C 4s(X x X) and the measure space

My ss(X x X). This fact is then used along with the Hahn-Banach theorem [Rudin, 1991, Theorem 3.5]
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to prove a necessary and sufficient condition for & to be ss-co-universal.

Proposition D.1.2. Suppose X x X is a locally compact Hausdorff space with kernel k bounded
and k (-, (z,2")) € Coss(X x X),V(x,2") € X x X. Then k is ss-co-universal if and only if the

embedding
Vi / ) dv(z, 2') (D.3)

is injective for all v € My, s5(X x X).

Proof. By definition, k is ss-co-universal if Hy, is dense in Cp s5(X x X'). This can be shown directly
by applying the Hahn-Banach theorem [Rudin, 1991, Theorem 3.5], which states that 7, is dense in
Co,ss(X x X) if and only if H; == {T € Chss(X x X) 1 Vf € Hy, T(f) = 0} = {0}. However,
Chss(X x X) = My (X x X) by Proposition 1, therefore Hi = {v € Mps(X x X) : Vf €
Hi, [ fdv =0} = {()} A direct application of the Riesz representation theorem shows that H;- = {v €
My ss(X x X)) [ k(- "Y)dv(z,z") = 0} thus proving injectivity. O

Finally, we connect ss-co-universal kernels to integrally strictly pd kernels as follows:

7

Proposition D.1.3. Let X' be a locally compact Hausdorff metric space and k a continuous kernel
on the joint space X x X. Then, k is ss-co-universal if and only if iy, : My 35(X x X) = Hy isa

vector space monomorphism, that is,

@) B, = / / (o), (0,0 (o)) ((0,07)) > 0 Vo € My o X x XN\{0}.
(D.4)

Proof. (<) Suppose k is not ss-co-universal. By Proposition 2, there exists v € M, s5(X x X)\{0} such

that [ k(-, (z,2"))dv(z,z") = 0, which implies

H/ dl/x:c

thus showing k is not integrally strictly pd. Therefore & has to be ss-cg-universal.

// ), (v, 0'))d(u, o Y (v, o) =

= (. This means,
Hi

(=) Suppose there exists v € M, ¢5(X x X')\{0} such that Huk(u)‘

H/ Ndv(z, ')

’ —O:>/ "Ndv(x,z") = 0.
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Therefore, the embedding is not injective, thus a contradiction by Proposition 2. Therefore, if k is

ss-co-universal, then & satisfies (D.4). ]

Now we can finish the proof for the main theorem using the above characterisations for ss-cg-universal

kernels.

Proof of main theorem. Pick any v € M, (X x X)\{0}. Consider the corresponding kernel mean

embedding of v i.e pux, (v), we have:
e () B, = /( | /( (), 00) Ao () (D.5)
://k(u,v)k(u’,v’)duu,urdym,/ —//k(u,v')k(u’,v)duu)urdymvf (D.6)

= //k(u,v)k(u’,v’)duu,u/dyvﬁv/ +//k(u,v’)k(u’,v)duu/’udz/vﬁv/ (D.7)

=2 / / F(u, v) k(' , 0" ) dvy o di o (D.8)
= 2[| ke (V)30 (D.9)
> 0. (D.10)

We flip the sign in (D.7) because v is skew-symmetric. In the last inequality we used the fact that if
k is universal on &, then the product kernel is also universal on the product space X x X [Szab6 and
Sriperumbudur, 2017] hence they are integrally strictly pd [Sriperumbudur et al., 2011, Proposition 4].

Therefore by Proposition 3, kg is ss-cg-universal. O

D.2 Extending the Generalised Preferential Kernel

The kernel we provided in the main paper in fact can be extended to tackle different preference learning

situations.

Crowd Preferential Learning Given pairwise labels provided by a crowd, one can model the user-

specific preference function g : X x X x Z — {0, 1} by setting up a RKHS with the following kernel,
k%((u, o, 2), (v,0) z’)) = <k(u, v)k(u',v") — k(u,v")k(u, U))kz(z, 2 (D.11)

where k, k., are kernels defined on the item space X and user space Z respectively. Appropriate universality

can be shown to hold for k7, as well, provided k, k. are universal respectively. If the same set of items are
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voted on by each user, one can further use tensor algebra to speed up computations since K7, = Kg ® K.

Distributional Preferential Learning We now consider situations where we would like to model
preferences between groups of items while we only have access to individual level features. Football
matches and e-sports tournaments are common examples of this setup. Mathematically this corresponds to
the following setup: we have a dataset {{z¢}Y2, {2} "), ya s } where each B, = {z¢}Ne, is assumed to
be a sample coming from some distribution P, and y, 4 is the preference outcome when B, is compared

to By. Since we only have preferences on the distributional level, we call this Distributional Preferential

Learning and consider the following generative model

PWap = e}y, {22h) = o(g({af ey, {22} 2)). (D.12)

Once again we consider g as a skew symmetric function corresponding to the RKHS ‘H (B with the
E

following kernel,
k(E'B) ((Ba7 Bb)7 (Bca Bd)) = k(B) (Ba, Bc)k(B) (Bb, Bd) — k(B) (Ba’ Bd)k(B) (Bb7 Bc) (D13)

where k£(%)(B,, B.) = k(B)({:cf}f\ill, {azf}fiﬁl) = ﬁ Zf\iﬁ ;V:Cl k(x;, x;) is a linear kernel between
the empirical kernel mean embeddings, which are commonly used as feature representations for probability

distributions.

D.3 Feature Maps of Preferential Kernels

We here briefly describe the differences in terms of feature space representations between the preferential
and generalised preferential kernels. These are very similar to the differences between the sum-kernel and
the product-kernel when combining kernels on individual domains to construct a kernel on the product

domain.

The feature space of the preferential kernel
K ((u,u’) , (v,v’)) =k (u,v) + k (u’,v’) —k (u,v’) —k (u’,v)
is given by the direct sum H;, & Hy, and the feature map is

R (u,u') — (k:(-,u)@k:(-,u') fk(-,u’)@k‘(o,u)).

Sl
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Indeed,

(o (wu) ¢ (v,0)

)
= SR @k (u) —k(u) @ (u) k(0 @k () — k (0) @K (,0))
5 ,
k() @ k() k() @k () —
= L G b o) (b () k(o)) (b () k(o)) o) )
(b ) o)) = b () = (ko) ) = Gk ) o))}

)
=k (u, v)—l—k(u V') =k (u,v") =k (v, 0).

= k(e (-,u') k() @k () + (K () & k() b (0) @ & ()
k

On the other hand, the feature space of the generalised preferential kernel

K ((u,u’) , (v,v’)) =k (u,v)k (u’,v’) —k (u,v’) k (u’,v)

is given by the tensor product H; ® Hj, and the feature map is

Indeed,

k(u) @k (u) —k(u)@k(uw), k(v)@k(0) —k(,0) @k (,v))
k(~,u’) k(G u)®k (-,v')> + <k (-,u') ®k(u),k (-,v') ®/€(-,v)>
k(- u), k(- 0)@k(0) = (k(u) @k (u) k(- 0) ®k(-,v)>}

These results of course also apply to finite-dimensional feature spaces where the direct sum operation
corresponds to concatenation of the individual feature vectors of two players and the tensor product

corresponds to an outer product between feature vectors. Namely, if ¢ is an explicit finite-dimensional
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feature map of kernel &, with explicit feature space R™, then feature map ¢ of kernel « can be constructed

as

in the case of the preferential kernel, and as

1 T 2
Q0 (u, u’) —_ —— ((Z) (u) @ (u') — ¢ (u') (b(u)T) eR™
V2
in the case of the generalised preferential kernel. These feature maps can be used to construct large scale
approximations via explicit feature representations for the preferential or generalised preferential kernel,

using, for example, random Fourier features [Rahimi and Recht, 2008] for the base kernel k.

Linear base kernels. Let us consider preferential models with a linear base kernel k (u,v) = u'v.

Here we will assume a logistic model for concreteness, like in the main text, but this of course readily

extends to other forms of observation models. Likelihood in the preferential kernel case boils down to

ZT; IL‘J’
Py =1l(zi,5) = o|B' -
Zj €Ty

=0 (ﬁf (w5 — x5) + By (x) — xz‘))
=0 ((51 —Ba)" (i — 333’)) ;
where constant 1/+/2 is folded into the coefficient vector and we denoted the two halves of entries in /3

by 1 and [ respectively. Hence we recover a simple logistic model on the differences between feature

vectors with a p-dimensional vector of coefficients w := 1 — [o.

In contrast, as we will see, the generalised preferential kernel model starting with a linear base kernel
parametrises likelihood using a general skew-symmetric bilinear form of the individual feature vectors.

Collating coefficients into a p X p matrix B, we obtain likelihood given by

p(yij =1 (wi,z5)) = o <tr [B (‘WEJT - xjx’T)TD

= o (a:ZTBacj — :B;—Bml) .

We note that B can decomposed into symmetric and skew-symmetric part with BT = % (B + BT) and
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B~ = % (B — BT). Hence the likelihood becomes o (l’ZTWl‘J) where W = 2B~ = B— Bl isa

skew-symmetric matrix.

Enforcing skew-symmetry via the coefficients. One can consider a more immediate way to construct
a linear skew-symmetric model in the case of explicit features, by enforcing that the coefficients take
particular form. These turn out to be equivalent to using feature maps described above. For example, we

could have a model on the concatenation

.
p(yii =1 (zi,z;)) = o [
.

For a general bilinear model, we write

Pl =1l (@) = o (o) Wol)),

and require that the matrix W is skew-symmetric, i.e. that a ' Wb = —b' Wa.

Hence, we conclude that preferential and generalised preferential feature maps correspond to over-
parametrised versions of such models, where we parametrise functions using /3 rather than 5 — [3o
and using B rather than B — B'. However, while constraints such as these may be enforceable in
finite-dimensional feature spaces, it is not clear whether it is possible to enforce skew-symmetry directly

on the dual coefficients in the infinite-dimensional case.
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E| Appendix for Chapter 7

E.1 Computation and Implementation Details

We propose several optimizations in the PREF-SHAP procedure. We consider fast sampling of coalitions
S in Algorithm 2 batched conjugate gradient descent in Algorithm 3 described below.

Fast coalitions  We first propose an optimized sampling scheme for finding coalitions S in Algorithm 2.

Algorithm 2 Sampling unique 7, d-dimensional coalitions in O(d) time

Input: Number of coalitions n, number of features d.

1: I = SampleWithoutReplacement(n, 0, 29) > Sample n unique integers between 0 and 2¢
2: def base2(i): > Convert integer to base-2 representation
3: S=10,...,00 eRE, r =1 > Initialize d-dimensional O vector and the rest term r
4: while 7 > 0 do

5: i = [logy ()] > Find which index of S to set to 1
6: Sl =1 > Update S
7: r=r—2 > Update rest term
8: end while

9: return S

return {51, ... S, } = parallel_apply(/, base2) > Each integer can be independently converted

In contrast to the implementation in Lundberg and Lee [2017] which samples the weights from p(Z), our
method is embarrassingly parallel, which allows for an additional O(n) reduction. A naive algorithm that

compares each sample S; has complexity O(n?d?) and cannot be parallelized.

Stabilizing the Shapley value estimation We remove the features which have 0 variance in the data
we are explaining, similar to the implementation in SHAP. To ensure we get numerically stable Shapley
Values, we calculate the inverse using Cholesky decomposition, as we found the regular inverse function

provided inconsistent results.

To calculate CME:s effectively, we use preconditioned batched conjugate gradient descent over coalitions

detailed in Algorithm 3.
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Algorithm 3 Batched conjugate gradient descent

Input: Preconditioner P = K|, batch X = [Kyg ..
max_1its, tolerance
Set R = B, Z = BatchMM(P,B),p=Z,a=0
SetRz =[(RioZ;j)y1...(Ryo0Zy)+4] > Element wise product and sum
for max_its do
L = BatchMM(X, B)
a=Lo i

Ky, |, B = [K

X5, Xsnywsn]’

1
Liopi)++...(Ln0pn)++]
a=ataop

r=r—aolL
if Mean([(r; or;) 4+ ... (r, ory)44]) < e then return a
end if
z = BatchMM(P, r)
RIEY = (R 0 Zy) 14 - - (R 0 Zn) 4]
P=z+[R*"og)is .. RN og-)islop
Rz =R%Y
end for
return a

We have run all our jobs on one Nvidia V100 GPU.

E.2 Additional Experimental Results

Naive Concatenation We demonstrate the pathologies of the naive concatenation approach mentioned
in Sec. 3 with our synthetic experiment. Recall that naive-concatenation approach here corresponds to
first concatenating x(® x(")’s features together and applying SHAP to the learned function g directly,
in order to obtain 2d Shapley values, instead of the original d, since each feature has been duplicated.
This approach ignores that the items x(©) and x(") in fact consist of the same features. Therefore, when
we use the usual value function from SHAP (corresponding to the impact an individual feature has on
the model when it is turned “off” by integration), we would be turning “off” the feature from the left
item, while keeping “on” the feature from the right item, obtaining a difficult to interpret attribution score.
This is highly problematic, as we might be inferring vastly different contributions of the same feature
purely because of the item ordering when concatenating them. We note that the item ordering in all our

experiments is arbitrary and carries no additional information about the match.

We can see from Fig. E.1 that when we explain the preference model applied to the synthetic experiment,
we see that, for example, € (1) from x() and 24 (r) from x(") have in fact very different average
Shapley values. Even attempting to average each pair of corresponding features does not give a meaningful

feature contribution ordering (z4% and z4¢ are scored higher on average than 2¢ and z%).
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Figure E.1: Explaining a naive concatenation model

Additional synthetic data We consider an additional synthetic experiment where we generate data
directly from a GPM model and one where we construct synthetic dueling data. When simulating data,
we first generate player covariates as x; € R? ~ A/(0,0.114) for each player i. When generating from the
GPM model, we would set 2 covariates as important, by only keeping the 2 first entries of x; and fixing

the rest to be constant (equal to 0). We build a GPM model for g out of these covariates and generate

match outcomes.

We consider d = 10, where only the two first features are set to be important in predicting the outcome.

PREF-SHAP Explaining UPM PREF-SHAP Explaining UPM
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Figure E.2: Bar and Beehive plots for Simulation A. PREF-SHAP recovers the correct features (1,2),
while explaining UPM does not.

Chameleon data We further provide explanations of the Chameleon dataset on several different folds in

cham,ppandchamqpp,pm.

Additional local explanations We additionally provide local explanations on the synthetic dataset in

syntyeeplot,ppendiziandsyntyeeplot,ppendizs.

Website dataset The Website dataset considers anonymized visitors on a fashion retail website, where
we are given what garment each visitor viewed and what each visitor clicked in a session. A user may

have more than one session. In this setup, we interpret a browsing session for a visitor as multiple matches
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Figure E.4: UPM explanations on 6 different folds of Chameleon. UPM is unable to find a consistent
pattern for the impact of jaw length (jl.res) on the outcome.
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Figure E.5: Explaining matches between clusters 0 and 2 on the synthetic dataset.
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Figure E.6: Explaining matches between clusters 1 and 2 on the synthetic dataset.

between items, such that the winning item (clicked) competes against all losing items (only viewed). If
several items are winners, they do not play against each other. Each item has several descriptive statistics
such as colour, garment type, assortment characteristic etc. There are some limited descriptive statistics

of the visitors, such as year of birth and gender code (i.e. Male/Female/Unspecified/Unknown).

Explaining Website For the website dataset, we explain product and user preferences in figure. E.7.
We generally found that, for the period considered, cosmetic products and the “Jersey Basic category”

drove clicks.
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Table E.2: Dataset summary

Context Context
Dataset IV, Matches N Players N, Context D continuous D binary D continuous D binary
Website 85144 20626 129117 (users) 0 93 1 4
Products User Products User
Cosmetic NN +0.11 i .
Jersey Basic NN +0-11  year of birth (NG 0.07 COS"get!C - l— 11 g year_of_birth C e 5
Accessories IR +0.09 gender_code_0 [N +0.04 J:;izs;lse‘g _""‘__. X gender_code 0 - oot e
Unspecified NI +0.09 gender_code_2 [N +0.04 Unspecified - - '__’_.“ : 3::3::{232’% ._4“_4:. 5
Trousers NG 0.09 gender_code_1 [N +0.04 Trousers = ———etlfpm——— e - - < gender code 3 B b 3
Other (88) N +0.04 gender_code_3 [N +0.03 T T A L 0 i SR
s ob o o o Pref-SHAP values © bref-shAP values
P e el e

Figure E.7: Barplots and beeplots for the website dataset, products on the left and user variables on the
right.

Table E.1: GPM vs UPM. Mean and standard deviations of performance averaged over 5 runs.

Synthetic Chameleon Pokémon Tennis Website
GPM UPM GPM UPM GPM UPM C-GPM UPM C-GPM UPM
Test AUC | 0.984000 0.71+0.01 | 0.9210.07 0.80+0.07 | 0.86+0.00 0.821+0.00 | 0.58+0.02 0.52+0.02 | 0.6610.01 0.65+0.01
SpecR 0.09 0.24 0.20 0.1340.07 0.5310.10

E.3 Proofs

Proposition 3.1 (Preferential value functional for items). Let k be a product kernel on X, i.e.
k(x© x(M) = H;lzl k@) (2 2/0)). Assume k) are bounded for all j, then the Riesz represen-

; ; (p) ; .
tation of the functional Ve® x(r) 5 exists and takes the form:

1
Vi x5 = 7 (K, 8) ® (", 8) - K(x, 5) © K (x?, 5))

where K(x,5) = ks(+,Xs) ® txge|xg=xs and ks(,Xs) = Q) jcs kW) (-, 29)) is the sub-product

kernel defined analogously as Xg.

Proof. From Chau et al. [2022], we know the generalised preferential kernel has the following feature

map:

ki (x® X)), ) = \}i(k(”xm) k(- x) = k(- x7) ® k(- x0)) E.D)

where ® are the usual tensor product. Recall we defined the preferential value function for items as,

8 o 5(9) = Ela(x 9, X0 | X = x), X = x) (E.2)

Ve@® x5

as vP1) is a bounded linear functional on g where g € Hj . is bounded, Riesz representation
x(2)7x(7"),5' E
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theorem Paulsen and Raghupathi [2016] tells us there exists a Riesz representation of the functional in

)

‘H},,» which for notation simplicity, we will denote it as 1/)(5;) as well. This corresponds to,

xS
v o 5(9) = Elg(X®, X0 | X = x, x{7 = x{] (E3)
= <g7]E[kE <(X(€)7X(7"))7 ) | Xé@) _ Xg)7Xér) _ X(;)DH;CE (E.4)
= (g, Viz()é))7x(7~)’s>HkE (E.5)

now we expand the expectation of the feature map as,

]‘ T
v ¢ =E E(M-,X@)@k(-,xm—k<~,X<’“>>®k<-, 91 x¢ =xP, xP =<y

(E.6)

However, we note that

Efk(, X ) @ k(. X) | X§) = x0, X = x0] = Ek(, X) | X5 = %]

©E[k(, X) | Xs =xJ],

because X ) and X (") are identical copies of X and we take the reference distribution as p(X ©, xr) |
Xée) = xg),X( "= xg)) = p(XO | Xg) = xg)) (X Xg) = xg)). Focusing on the duplicating

component, we have,

E[k(, X) | Xg = x®] = Elks(, Xg) @ ke (-, Xs¢) | Xg = x¢] (E7)
= ks(x§)) @ Elkse(, Xs¢) | X5 =x{] ()
= ks(',xg)) B P X e x5=x? (E.9)
= K(x,9) (E.10)

therefore by symmetry, we can arrange the terms in Eq E.6 and conclude the proposition,

1
v s = = (/C(x“), S) @ K(x™,8) - k(x™,8) @ kK(x®, S)) (E.11)

O
To estimate the preferential value functional, we simply replace the conditional mean embeddings with the

empirical versions, i.e. K(x,S) = ks(-,Xs) ® fixge|xg—xg> Where fixgc|xs—xs = Kxgxs(Kxgxs +

nA\l )_1<I>)T(SC is the standard conditional mean embedding estimator (P x . is the feature map matrix of
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rv Xge).

Now we proceed to estimate the preferential value function given a function g from the RKHS,

e '

Proposition 3.2 (Non-parametric Estimation). Given g = > "' ajk E((x§£), ng)), -), datasets

X0 X" test items xO, x(7), the preferential value function at test items x©, x(") for coalition

S and preference function g can be estimated as
N A {4 14 r r {4 r T l
52 () = o (DK, x0) o T, x) — 1K, <) o 1K), 0

0 0y _ =il _ .
where F(XS yXg = KX(Sz)Vx(Se) ©) KXgC).,XScKXSAKXs,ng)’KXS7)‘ = Kxgxg +nM, a =

{a;}72 and A > 0 is a regularisation parameter.

Proof. Given g, the preferential value function evaluated at § can be written as,

~(pr)

VX(Z)7X(T)7S(‘§) = (9, 19,((]?;))7X(r>75>HkE (E.12)
S k(0 ) L (fx® ") gy — f(x® ©
= <§:: ajkp((x 7). ), = (Kd.5) @ K, ) = K, 8) @ K(x, 9)) s,
(E.13)
1 " T > c r
=% <ZajkE((x§”aX§ )0, Kx1, 8) @ KR(x), S>> (E.14)
j=1
- ;5 <ZajkE((x§‘>,x§’”>), ), K(x"),8) @ K(x©, 5)> (E.15)
j=1
Now we focus on the first component, and rewrite:
1 m ' . . . . m
NG <ZajkE((x§ L), K=, 8) @ K(x™, S)> =>_ A% (E.16)
7=1 7j=1
and we continue to expand the terms,
1 . )
AP = = (aghe(( %), ), K<, 8) & K(x", ) (E.17)
= \}i <\O;j§(k( xS @ k(%) = k(L x) @ k(L x), K=, 8) @ K(x, S)> (E.18)
= (k) @ kxR0, 8) @ K, 8)) = (kC,x) @ k(). K, 9) @ K, 9)) )
2 ) j b b ) ) ] ) ) )
(E.19)
_ 0;; < Agu) _ A;u)) (E.20)
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‘We then note that

A = <k( ) @ k(-,x), K(x0, 8) @ /&(x<r>,5)> (E21)
- <k(.,x§. N, K, S)> <k(',x§r)),ﬁ(x(r), s>> (E.22)

= ks xOK 0y (Kxoxs +nA) Ky o (E.23)

x ks(x{”, xM)K s (KXo X A RS (E.24)
=(x\),x{) o rx, x{) (E.25)

To go from the second equation to the third equation in this paragraph, realise (-, x(f)) = ks(-, x(;)) ®

kse(-, ch) ) by product kernel assumption. In this case, we can rewrite Agl) as
1 _ Y © O () (1) ") O 0 )
A7 = 5 (F(st, )OT(x;],xg") —T(x;/,x5") O T'(x;], x )) (E.26)

Analogously, define ) | A§2) as the second component after the subtraction sign, by symmetry, we know

2 (07} r (r Y4 r 0)
AP = 2 (P ) o T %) = i x) o Tl %)) (E27)

by subtracting Ag-l) and A;l), we get the following:

o N l r r r
P o (@) Zaj( (i) %) o T %)~ T x) o Tl ) () @28)
writing it in compact form, we arrive to our result,

=a’ (rxy), x) orxy ) -rx <) orxy «))  ®29
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Proposition 3.3 (Preferential value function for contexts). Given a preference function gy € ‘H kY
denote ' = {1, ...,d'}, then the utility of context features S’ C Q' on {u,x9, x"} is measured
by y(p;’()) <) g (9v) = Elgu ({us, Usre},x9,x") | Uy = ugs] where the expectation is
taken over the observational distribution of U. Now, given a test triplet (u,x X(’”)), if gu =
PRAREY b ((uj, xg-g), x§r)), -), the non-parametric estimator is:

- (ru) 1y —1 -
Do x5 (U) = o' ((Kugug ©Kuge g (Kug,ug +mNT) " Kugug ) © Zx 5o

where Zy ) () = <Kx<e>,x<a O Ky xtn — Kxom x0 © wa),xm)-

Proof. Recall the feature map of the kernel k% takes the following form,

K (@, x0), ) = hu(a, ) © k(9 x1), ) (E30)

Therefore we can express the preferential value function for context as,

l(,p,l(J()e) < g (90) = [QU <{usn USc},X(Z),X(T)) | Us = uS’} (E31)
<w,[(MMW}WN%Nw=wD (E32)
gu, E[ku({ug, Use} | Uy = ug] @ kp((x®,x"), ')> (E.33)

<gU7 usl uS’ ®/’LUS/C‘US/—US/ ®kE<( (8) X(r))7)> (E34)

Il
T

The remaining steps are analogous to [Chau et al., 2021b, Prop.2]. To obtain the empirical estimation, we
first replace the conditional mean embedding (i, Uy, =u,, With its empirical estimate and replace gir

with gy = Z] 10 k:U ((u] ) Xg ), Y)), ) Now the empirical estimator has the following form,

ﬁl(fg()f),x(r),S’ <Z aJkE ( uJ’ J )’ §r))v ) ’kusf (uS’) ® /lUs/C|Us/=Us/ ® kE((X(é)vX(T))v )>
(E.35)

% {4 r A~ r
= > 0 (kuly. ) @ ksl 27). ) b, () © e —ags @ b0, x7),))
=1

.

(E.36)

|
.MS

0 (u(ttg, ), Fus (1) @ e ) o (7, 7). (0, %))

<
Il
-

(B.37)
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Now write everything in terms of matrices,

—1 —_
=a' ((KUS,,uS, © Kug. Uge (Kug,uy, +mNI) KUS/,uS/> © :xw),xm)
(E.38)

where Z ) x(r) = (Kx(z>7x(5) O Kx xtn — Kxom x0 © KX(Z)’x(m). O
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