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Abstract

Smart Data-Driven Decision-Making with Uncertainty: Methods and Applications in
Supply Chain Management

by
Meng Qi
Doctor of Philosophy in Engineering - Industrial Engineering and Operations Research
University of California, Berkeley

Professor Zuo-Jun (Max) Shen, Chair

The past decade has seen tremendous growth in the availability of voluminous high-
quality data in many modern decision systems such as supply chain management. Big data
provides new opportunities to tackle one of the main difficulties in decision-making systems
— uncertain behavior driven by some unknown ground truth probability distribution. My
dissertation mainly focuses on answering the following question:

How do we use (non-perfect) data samples generated from the unknown distribution to
make more automatic and reliable decisions, especially for supply chain management and
retail operations?

In Chapter 2, this dissertation study a practical multi-period inventory management
problem faced by online retailers and propose a practical, data-driven, end-to-end (E2E)
framework for multi-period inventory management that leverages the power of deep learning.
Instead of adopting the two-step approach that first forecasts demand and vendor lead-time
(VLT) separately and then, based on the predictions, solves for a solution that minimizes
inventory costs, we directly learn the underlying mapping from features to the optimal
solution by adopting a supervised learning approach.

In Chapter 3, we propose an integrated conditional estimation-optimization (ICEO)
framework that uses statistical learning theory to estimate the underlying conditional distri-
bution while considering the structure of the optimization problem. This method provides
a generic learning framework and applies to a broad class of convex contextual stochastic
optimization problems with uncertainty in the objective. We provide statistical performance
guarantees and address the computational challenges that arise in performing this frame-
work.

In Chapter 4, we focus on data-driven distributionally robust optimization (DRO) meth-
ods. We examine the conditional quantile prediction problem, which is equivalent to the



contextual newsvendor problem, and propose a DRO framework. In contrast to the tradi-
tional setting where the design points are considered as random and i.i.d., we consider a
fixed-design setting, which is more suitable for cases when features are pre-designed, such as
through a series of controlled experiments.

Chapter 5 continues our study on the contextual newsvendor problem and considers
inter-temporal correlations and moderate non-stationarities in the contextual demand pro-
cess. Under these comparatively more realistic assumptions, we provide performance guar-
antees in the form of out-of-sample generalization bounds.
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Chapter 1

Introduction

In the past decade, the greatest innovation in retailing business has arguably been digital-
ization. Digital technology and big data have arguably drawn the attention of practitioners
and renovated their operations strategies. Figure shows the relative Google search fre-
quencies of three key phrases related to supply chain management over the past 10 years
(compiled from Google Trends). For decades, researchers and practitioners have been em-
ploying operations research (OR) techniques in optimizing their operations. In the supply
chain context, a large part of this methodology is synonymous with the phrase supply chain
optimization. With digitalization, data analytics has quickly become a core element of sup-
ply chain management. Figure 1 shows that the popularity of supply chain analytics has
rapidly grown, and surpassed supply chain optimization (the search frequency for which has
stayed relatively flat) in around 2014 to 2015. While it can be rightfully argued that supply
chain analytics is a broader concept that subsumes supply chain optimization as a subset,
this observation still suggests that many (especially practitioners) now embrace data-driven
(analytics) approaches for supply chain management and began to investigate operations
problems from a data-driven, analytical lens.

Therefore, key technologies such as artificial intelligence (AI) plays an important role.
As shown in Figure [1.1] the interest in supply chain AI has grown from practically zero a
decade ago to about half the level of supply chain optimization today. Most Al, or in other
words, machine learning (ML), techniques are designed for predictive analytics. Predictive
analytics mainly focuses on finding correlations to make forward-looking projections from
historical observations. However, predictive analytics is not enough for operations manage-
ment because what we really need is decision-making. This dissertation combines tools and
concepts from optimization, machine learning, and statistics to investigate methodological
techniques and practical methods. The main focus of this dissertation is to answer the
following question:

How do we use (non-perfect) data samples generated from the unknown distribution to
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Figure 1.1: Relative Search Frequencies for Key Supply Chain Phrases on Google

make more automatic and reliable decisions, especially for supply chain management and
retail operations?

To answer this question, we investigate three interconnected topics: (i) end-to-end meth-
ods that combine prediction and optimization, (ii) distributionally robust data-driven meth-
ods, and (iii) learning for decision-making when data is not independent and identically

distributed (i.i.d.).

In Chapter 2, this dissertation studies a practical multi-period inventory management
problem faced by online-retailers and propose a practical, data-driven, end-to-end (E2E)
framework for multi-period inventory management that leverages the power of deep learning.
While big data allows online retailers to offer a larger variety of products and fast delivery,
it also provides new challenges in how to derive more automatic, data-driven solutions for
inventory management. In this chapter, we propose a E2E model that leverages the power
of deep learning. Instead of adopting the two-step approach that first forecasts demand and
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vendor lead-time (VLT) separately and then, based on the predictions, solves for a solution
that minimizes inventory costs, we directly learn the underlying mapping from features to
the optimal solution by adopting a supervised learning approach. The main challenge is the
lack of training data because the optimal solutions for historical orders are not available.
We propose a labeling method that efficiently constructs the target decisions for a large-
scale dataset. In numerical experiments, the E2E method outperforms multiple baseline
models, including predict- then-optimize methods and common practices in industry. We
implemented this algorithm at a leading online retailer for the replenishment of thousands
of products and conduct a field experiment. With this method, inventory costs have been

reduced by up to 25%. The content of this chapter correspond to the material in our paper
[117].

In Chapter 3, I continue my research on methodologies for end-to-end decision-making.
Instead of focusing on practical solutions, we model the conditional distribution of the ran-
dom parameter given the contextual feature and then estimate it with an objective that
aligns with the ultimate optimization problem. To the best of our knowledge, this is the first
model that includes the conditional distribution, which allows us to fundamentally capture
the correlation between the contextual features and the random parameter, especially when
there are model misspecification and feature distribution shift. We show that our framework
is asymptotically consistent under moderate regularization conditions and further provide
finite-sample performance guarantees in the form of generalization bounds. With the help
of an approximated solution oracle, we address the issue of non-differentiability, which is the
main difficulty encountered while training end-to-end learning models. Distinguished from
existing methods, our work is the first attempt to address the non-differentiability issue
in optimal solution mapping with a performance guarantee. We also provide exact solution
methods when the nominal optimization problem adopts a semi-algebraic objective function.
The content of this chapter correspond to the material in the paper [58].

Chapter 4 focuses on data-driven distributionally robust optimization (DRO) methods.
We examine the conditional quantile prediction problem, which is equivalent to the con-
textual newsvendor problem, and propose a DRO framework. In the existing literature, a
common assumption is that the design points (features) are randomly generated in an i.i.d.
manner, which is often unrealistic especially when features are pre-designed, such as through
a series of controlled experiments. In contrast to the traditional setting, we consider a fixed-
design setting, which is more suitable for cases when features include prices, promotions,
or drag doses. As the data samples are not i.i.d. in the fixed design setting, existing DRO
methods no longer apply. To overcome this difficulty, we propose a two-step regress-then-
robustify method and construct the ambiguity set based on a surrogate empirical distribution
of the regression residuals. We then prove the measure concentration results, which leads to
finite-sample performance guarantees and asymptotic consistency. To the best of our knowl-
edge, this is the first attempt to investigate DRO solutions with the fixed design setting.
The content of this chapter correspond to the material in [115]. Together with Ying Cao, we
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came up with the idea and results in this chapter (an earlier version of the results covered

in Sections are also stated in Ying’s dissertation [30]).

Chapter 5 continues the study on the contextual newsvendor problem. This chapter inves-
tigates the performance guarantees for solving data-driven contextual newsvendor problems
when the contextual data contain intertemporal dependence and non-stationarities. Most
existing work assume that the contextual data are independent and identically distributed
(i.i.d), but such assumptions are often violated in real operational systems. By accommodat-
ing these naturally-arising setting, our work adopts comparatively more realistic assumptions
and provides performance guarantees in the form of out-of-sample generalization bounds.
The contents of this chapter correspond to the material in our paper [116].



Chapter 2

A Practical End-to-End Inventory
Management Model with Deep
Learning

2.1 Background and Motivation

Inventory management has been an active research topic in management science for over
a century. For comprehensive coverage on this topic, please refer to textbooks such as [156),
134]. However, in today’s digital and fiercely competitive world, e-commerce companies are
facing new challenges in inventory management owing to the increasing level of customer
diversity, the increasing variety of products, and the higher level of service required. For
example, on large e-commerce platforms (such as Amazon and JD.com), hundreds of millions
of products are simultaneously sold, with various demand patterns that require different
replenishment strategies. Hence, it is critical to develop a framework that would be able
to identify the optimal/close-to-optimal strategy automatically for different demand, since
they can’t manage these many products efficiently by current practices.

Motivated by the previously mentioned requisite, we provide a framework that automat-
ically outputs the replenishment decisions for a large number of SKUs. More specifically,
we consider the multi-period inventory management problem over a finite horizon, while
both demand and vendor leadtime (VLT) are considered to be stochastic. The study of
this kind of problem starts from [73] and [41], where the merit of (s,S) policies and my-
opic base stock policies are demonstrated. However, implementing such policies requires an
estimation/prediction of certain parameters/random variables then incorporating the esti-
mation/prediction into those policies (see [141, 145, |154] as represnetatives ). This type of
solution paradigm where first predicting random variables of interest then incorporating the
forecast results into optimization stage is the so-called predict-then-optimize (PTO) solu-
tion framework ([44]). Although being widely adopted, it decouples the prediction stage and
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optimization stage. Consequently, the optimization step does not use the input data in an
optimized manner and useful information can be substantially lost in the PTO process.

Instead of implementing a conventional two-step framework, we propose a data-driven,
end-to-end (E2E) framework for this problem. The term “end-to-end” means training a
model to output the inventory replenishment decision directly from input data without any
intermediate steps. The integration of prediction and optimization has been investigated
in several existing works about inventory management |10} [109]. Both [10] and [109] focus
on the feature-based newsvendor problem, which is essentially a quantile regression problem
of demand and a direct recipe is provided by statistical learning theory [80]. However,
the multi-period replenishment problem is substantially different from newsvendor problem
in two aspects: first, it adopts a multi-period setting where current decisions affect the
future instead of the single-period setting in newsvendor problem; second, there are two
types of uncertainties (stochastic demand and stochastic VLT'), while newsvendor problem
only considers one source of uncertainty (stochastic demand). Therefore, the multi-period
inventory problem is an essentially more complicated problem and there is no simple closed-
form solution for the optimal replenishment decision.

The lack of proper labels makes a fundamental challenge for developing an end-to-end
supervised learning framework in the multi-period setting. To overcome it, we propose a
labeling method by solving a dynamic programming problem and label each sample of order
with the optimal decision under its realization (Theorem 1). As for the choice of model
structure, we design a modular deep learning framework where we have an individual pre-
diction block (a recurrent neural network) for demand and an individual prediction block (a
multiple layer perceptron) for VLT respectively. Then these two blocks join together with
other features such as review period and initial inventory, to produce the final replenishment
decision output. Compared with a fully connected neural network over all features, our de-
sign reduces the computational complexity in magnitudes, while providing convenience on
explanation and good performance as well. Such a modular-designed framework, together
with the labeling process, could form a general recipe for developing End-to-End learning
models for other large-scale supply chain management problems. We conduct a series of
thorough numerical experiments that consist of both off-line comparisons and a field ex-
periment. In off-line numerical experiments, we compare the performance of the proposed
E2E model with existing PTO benchmarks using real-world datasets from JD.com. The
results demonstrate that the E2E model could reduce the total inventory management cost
compared with multiple PTO methods.

The E2E algorithm has been implemented at JD.com for some SKUs in “tea set” and
“pastry essentials & seasoning” categories starting from February 2020. As JD.com gradually
expanding the number of SKUs with E2E algorithm implemented, we conduct a systematic
field experiment for 30 days from March 30, 2020 to April 30, 2020. The experiment involved
61430 orders placed in 12 distribution centers for 9308 SKUs. We compare the performance
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of the E2E algorithm with that of the retailer’s current replenishment algorithm. The results
show that the E2E algorithm dominates the current algorithm across all performance mea-
sures. More specifically, the average holding cost, stockout cost, and total inventory cost for
the treatment group are all reduced by more than 25% compared with those for the control
group, while two other metrics, the turnover rate and stockout ratio, are reduced by 8.8%
and 34.6%, respectively. Hypothesis tests conducted confirm that all observed reductions
are statistically significant. To further verify the effect of the E2E algorithm, we adopt a
difference in differences approach. The field experiment results demonstrate the immediate
applicability of the E2E method at JD.com.

Our work distinguishes itself from the existing literature in the following three aspects:

1. We are the first to propose an end-to-end framework for the multi-period replenish-
ment problem. Based on a labeling method that we proposed, our framework outputs
replenishment decisions directly from input features. We believe this could be a general
recipe for end-to-end models while the optimization stage is complicated.

2. The proposed end-to-end learning framework automatically decides the replenishment
strategy for various demand patterns. Our approach outperforms multiple baseline
models, including the current practice of a leading online retailer in both offline simu-
lations with real-life data and the field experiment. The field experiment verifies the
applicability of our algorithm for real-world inventory management in the e-commerce
industry.

3. We also innovate the design of deep neural networks structure by designing two modules
for demand and VLT uncertainty separately. Our design reduces the computational
complexity and the number of weights in magnitudes while achieving good perfor-
mance. We also perform a comprehensive sensitivity analysis in Appendix B.

The remainder of this chapter is organized as follows: In Section we review the
related literature. In Section [2.3] we state the detail of problem setting and the E2E model.
In Section[2.4] we test our E2E model by conducting off-line numerical experiments with real-
world data. In Section we demonstrate the design and results of the field experiment.
Finally, we conclude in Section and propose some potential future research directions.
Moreover, Appendix A gives the detailed proof of Theorem 1. Sensitivity analysis of neural
network architectures, datasets, and model covariates are provided in Appendix B.

2.2 Literature Review

In this section, we first briefly review existing methods for multi-period replenishment
problem and classic two-step PTO algorithms. After that, we discuss some existing litera-
ture on data-driven approaches, as well as the emerging idea of integrating prediction and
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optimization for inventory management problems, which is mainly based on the Newsvendor
setting. Finally, we introduce the development and applications of end-to-end approaches
in other fields, which serves as the incubator for the proposed E2E inventory management
framework.

Multi-period inventory management problem has been studied in decades since [73]. Us-
ing dynamic programming, [73, 41| established the optimality conditions for base stock and
(s,S) policies under finite and infinite horizons, respectively. Although the optimality of base
stock policies has been proven under different settings ([65] [54, [105]), calculating the opti-
mal parameter of such policy remains computationally intractable under general cases [92].
In order to get computationally tractable algorithms, one option is to use approximation
algorithms. For example, [92] provided 2-approximation algorithms using dual-balancing
techniques. The other option is to use heuristic algorithms such as myopic policies (see [142,
65, 64] as representative works).

However, all these aforementioned policies assume certain knowledge of demand and VLT
(e.g., demand and VLT follow certain distributional models and the parameters of the model
are known). In practice, such information is often unveiled to decision-makers. Therefore, a
two-step predict-then-optimize (PTO) framework is widely adopted in industry for inventory
management. The PTO framework first forecasts demand and VLT then incorporates the
prediction into certain decision rules such as base stock and (s, .S) policies stated above.

In the stage of prediction, there are two different types of forecasting methods for de-
mand and VLT. The output of forecasting can be a point estimator or a distribution of the
random variable. The first type of forecasting is widely adopted in industry since in some
cases accurate prediction can be achieved by machine learning models (e.g., [53]). How-
ever, point estimation of random variables can lead to information loss, which affects the
subsequent optimization stage. In contrast, if we can make perfect forecast of the random
variable distribution, we have all the information in order to solve the following stochastic
optimization problem. Recently, there are works that develop distributional/probabilistic
forecasting models. When the random variable does not depend on external features, the
distribution can be fitted by simply using empirical distribution of historical observations
or by kernel density estimation ([133]). When the random variable depends on covariates,
distributional /probabilistic forecasting becomes more difficult. A recent work by [18] uses a
non-parametric method to approximate the distribution of the random variable conditioned
on covariates by weighted empirical distribution. However, this benchmark is not applicable
to numerical experiments using real-world dataset that includes time series features, due to
computationally difficulty. [24] forecast multiple quantiles of demand to gain more distribu-
tional information. Their approach is similar to the benchmark BM1 in our offline numerical
experiments. [6] propose another nonparametric method for conditional density estimation
using kernel mixture network. In their work, densities are assumed as linear combinations
of a family of kernel functions and the weights are determined by a deep neural network.
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Therefore, it requires a lot of computational effort thus not applicable in our setting. More-
over, we want to highlight the fact that, due to the multi-period setting in our problem,
even though we have a practical method for estimating the conditional distribution, solving
corresponding stochastic dynamic programming is also computationally difficult (we refer to
[92] for a more detailed review).

Since the traditional two-step approaches that separate the prediction from the opti-
mization often lead to sub-optimality, there has been a trend to perform these two steps
simultaneously in the recent literature on data-driven inventory management [10} 109, |96,
36, |18]. Such integration attempts could be realized through operational statistics. [96]
demonstrated the existence of improved operational statistics (in contrast to the use of
the maximum likelihood estimator) by integrating the prediction and optimization steps
on several demand distributions; [36] further studied how to obtain the optimal operational
statistics in a Bayesian framework. Both [96] and [36] only studied the Newsvendor problem.

[10, [109] investigated the concept of integration in the feature-based Newsvendor situ-
ation, where one has access to past demand observations, as well as to a large number of
related features. [10] studied this problem with the Newsvendor loss function and assumed
a linear relationship between the features and the Newsvendor quantile (i.e. the solution).
They analytically showed that their approach can perform better than the SAA and the
separated estimation and optimization method. [109] adopted a multiple-layer perceptron
model that optimized the order quantity. However, all the aforementioned works have been
focused on the Newsvendor problem, in which neither the connection between the periods
nor the vendor lead time has been considered, which are both important factors in practice.

Beyond inventory problems, [18 44| studied the “integration” philosophy for general
optimization problems. [18] combined machine learning and optimization techniques for
decision-making purposes when features (referred to as auxiliary quantities in the paper) were
available. Their idea was to construct weight functions from data through machine-learning
methods and to incorporate these weights to the objective in the optimization procedure.
Under the context of linear programming, [44] proposed a “smart PTO” framework that
directly leveraged the optimization problem structure forming the loss function.

Another branch of research that served as an impetus for our work originated from the
machine-learning community. In recent years, there has been a dramatic increase in the
number of systems built on “E2E learning” [39]. This term refers to a learning framework,
the ultimate goal of which is directly predicted from raw inputs rather than from intermediate
steps. This concept has been successfully applied to a wide range of tasks, such as finance [14],
image recognition [144] and robotics manipulation [93]. These lines of works have provided
certain valuable inputs to us in terms of integrating prediction and optimization; however,
such an “E2E” approach has not yet been studied with a focus on the general supply-chain
management problem.
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2.3 Model

In this section, we first describe the multi-period replenishment problem; In Section[2.3.1,
this problem is presented with a dynamic programming framework. In Section [2.3.2, we
explain our E2E model with emphasis on its two key components, the property of the optimal
dynamic programming solution and the deep learning network structure.

2.3.1 The Multi-Period Replenishment Problem

In this work, we consider the multi-period inventory management problem with stochastic
demand and VLT. The details are as follows: for a single item at a single location, we consider
a finite horizon of discrete periods 1,...,7T, where T is the end of the horizon. Over the
T periods, there is a sequence of random demands, denoted by D;, Vi = 1,...T. Let I,
denote the inventory level at the beginning of period ¢. The inventory level can be positive
if we have inventory excess on hand or negative if we have an inventory shortage and, hence,
backorders. As a result, at the end of each period, we either incur a holding cost of h for
each excess unit or a stock-out cost of b for each back-ordered unit.

We consider periodic review policies and assume that review periods are given as a
sequence of dates. That is, we assume there are totally M orders from period 1 to T" that are
placed at t,,,,Vm = 1,..., M. This assumption is aligned with the real-world practice, where
a fixed schedule is typically held for order placement (e.g., one can place orders on Tuesdays
and Fridays). In this problem, we consider the stochastic VLT. That is, the m!® order placed
at period t arrives at period t 4+ L, where L is a random variable that only takes positive
integer values. Hence, the arrival time of orders, denoted by v,, =t,, + L,,, Vm=1,..., M,
are also random variables. Moreover, we assume there are no crossing-over of order arrivals.
Although some of the aforementioned assumptions may be unrepresentative (such as back-
order and no crossing-overs), in section @ we relax some of them and test our proposed
method under a more realistic setting.

Hereafter, D; and L,, will denote the random variables; d; and [,, denote the realization
of demand at period ¢ and the realization of VLT of the m!* order, respectively. At each
period, the system first updates the inventory level by checking if any order has arrived;
then, demand occurs. Let a,, denote the order quantity for the m‘* order. At the end of the
period, either a holding cost or back-order cost occurs. The inventory level updates follow
the equation below,

M
L =1, =Dy + Y anl{t =tn+ Ly}. (2.1)

m=1
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Let the cost that occurred at period t be denoted by S;, we have

M M
Se=hll; — Di+ Y anl{t =t + L} " +b[~L + Dy — Y a1{t =t + L }]". (2.2)

m=1 m=1

where [-]T denotes max{-,0}.

Our aim is to minimize the expected cost during the finite horizon by choosing the order
quantities at given periods, that is

ist] | 23

Sy is defined by (12.2) and the updates of I; follow (2.1). Note that the expectation is taken
over the joint distribution of the demand {D;}!_, and the VLT {L,,}*_,.

2.3.2 End-to-End (E2E) Model

The goal of the replenishment problem is to determine the best order quantity, a : f(x) €
R at each given review point, after having observed all the features, x. Such features can
include historical demand, VLT, item specifications, and temporal information (day, month,
season).

To find the mapping function f(-), we first train the model with historical data. For each
historical replenishment time point, with observed feature vector x;, we need to compute
a;, which is the corresponding optimal order quantity. This step is referred to as “labeling”
for supervised learning algorithms (Section 2.1.4 [66]). We will describe the details of
the labeling method in Section [2.3.2.1. When the associated label for each observation is
completed, we can establish the mapping with the following training objective:

min L(f(xi);a}), (2.4)

where N is the total number of training data, L is the loss function that is defined based
on the difference between the model prediction f(x;) and the optimal order quantity a;. In
particular, we consider neural network models for function f and we will describe the details
of the neural-network structure in Section [2.3.2.2.

2.3.2.1 Labeling the optimal order quantity

Unlike the newsvendor problem, for which the optimal solution is the b%h quantile of

demand distribution, the optimal solution of the multi-period inventory problem is not
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straightforward to calculate. In this section, we will analyze the properties of the optimal
order solution, hence producing labels a},7 =1, ..., N for the training set.

Given the order place and arrival time, and the demand at every time step, we can
compute the optimal quantity for each order using the dynamic programming framework.
It should be noted that within periods 1,...,7T, there are M orders placed. Moreover,
tm €{1,...,T},m =1,..., M denotes the time period in which the m'* order is placed (the
quantity can be 0). In a similar manner, let v,, denote the time when the m'* order arrives.
It should be stressed that we assume no crossover of lead time. With given demand, we can
formulate the recursion as

’Um+1—1
Vm([vm) = ml>% h[Ivm+am_d[vm,s]]++b[d[vm,s]_Ivm_am]++vm+1([vm+am_d[vm,vm+1—l})7
T | (2.5)
where V,,(1,,,) is the optimal cost over interval [vy,, Vi1 — 1], djij) := D1_; dy.

The following theorem describes the closed-form solution of (2.5)); hence, it provides an
efficient approach to label the training and testing data set.

Theorem 2.3.1. The optimal multi-period inventory replenishment problem described by

is decomposable, i.e., a%r := argmin,, -, { Zg’:’j;*l hlL,, + am — dp,, g7 + bld,.s —
L, — am]+ + Vm+1(lvm + Qm — d[vm,vmﬂ—l})} = arg minamzo Zg:;i_l h[]vm + am — d[vm,S]]+ +

bldp,, 5= Lo, —am] ™. In addition, the closed form of the optimal solution is a}; = max{dj,, s:|—

Ivm70}7 where s* = LWJ + v,

Remark. Theorem [2.3.1 indicates that labeling using ex-post optimal order quantities is
practical, i.e. computationally efficient for large dataset. If, instead of deterministic dynamic
programs, stochastic dynamic programs are solved to get labels, the labeling process becomes
computationally intractable.

2.3.2.2 Neural-network structure

When the associated labels for training data are obtained, we train a neural-network
model f by solving the optimization problem in (2.4). The general structure of the neural-
network model is shown in Figure [2.1]

The inputs of the E2E model include five parts, where Input DF and Input VLT represent
features related to demand and VLT, respectively; Input_basic is the set of general item-
level features, such as product categories, warehouse locations, and brand names. The
remaining two features, review period and initial stock level, are directly fed into one of the
hidden layers because they are not intended to generate any cross terms with other features.
The E2E model has three outputs, where the main output Outl € R represents the final



CHAPTER 2. A PRACTICAL END-TO-END INVENTORY MANAGEMENT MODEL
WITH DEEP LEARNING 13

D Output layer
O Hidden layer
. Input layer

Input_DF

Figure 2.1: Neural network structure of the E2E Model.

replenishment decision. In addition, there are two accessory outputs Out2 as the demand
forecast and Out3 as the VLT forecast.

All hidden layers, except for DF_submodule, are fully connected layers with rectified lin-
ear unit (ReLU) activation function and dropout layers to prevent overfitting. The
DF_submodule is designed as a multi-quantile RNN (MQRNN), which receives multiple time
series (e.g., demand time series, promotion time series) as inputs and produces a daily de-
mand prediction over a set of quantiles as outputs. We use MQRNN because of its demon-
strated performance in demand forecasting in the e-commerce industry , .

The training objective function is defined as
N
Hleil'l Z {L(Outlz, af) + /\1L1(Out2z~, a*DF,i) + )\QLQ(OutSZ», a)){/LT,i)} s (26)
i=1

where 6 is the set of neural network parameters to be optimized, N is the total number
of training data, and \;, Ay are two small positive constants penalizing the demand and
VLT prediction error. A few reasons lead us to include three terms in , rather than
only the first term. First, the optimization of the two forecasting outputs (i.e., Out2 as the
demand forecast and Out3 as the VLT forecast) act as a guide for faster model training.
Without them, it becomes more difficult for each submodule of the network to be trained
as desired. Moreover, Out2 and Out3 can be used for monitoring the model performance.
While running the E2E model in real-time, the observation of any anomalies in these two
outputs can help decision-makers detect any abnormal output on replenishment amounts
and analyze the reason behind it.
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The above network structure is designed with the knowledge that the replenishment
decision would be made using the information of the demand and the VLT, whose feature
sets hardly overlap and are barely related. Thus, compared with a fully connected network
over all features, our design reduces the computational complexity and the number of weights
in magnitudes, while providing convenience on explanation and good performance as well.

2.4 Numerical Experiment

In this section, we test the performance of E2E model using real-world data. In Sec-
tion @, we introduce several common two-step predict-then-optimize (PTO) benchmarks.
In Section [2.4.2, we evaluate the performance of E2E model with different PTO benchmarks,
and highlight the benefits of both the one-step decision framework and the deep learning
architecture. In all experiments, we use real data from JD.com, one of the largest online
retailers in China. It owns hundreds of warehouses to manage inventory and has replenish-
ment agreements with tens of thousands of vendors. All neural networks are implemented
in PyTorch [111] and trained on a server with an NVIDIA Tesla P40 GPU. We refer to
Appendix B for more details of model parameters and a sensitivity analysis.

2.4.1 Comparison with Two-Step Replenishment Methods

In order to show the performance of our E2E model, we compare the E2E model with
several currently in-use two-step PTO methods.

We start with two widely adopted base stock policies. In “Normal” base stock, the daily
demand is assumed to be independent and identically distributed (i.i.d.) and follows the
Normal distribution. Thus, the base-stock level is computed as

BMnormal = /’LD(R + MVLT) =+ (bil( )\/(R + /LVLT)O'%) + /LQDU%/LT7 (27)

b+h

where R is the review period. The mean (pp, pyrr) and the standard deviation (op,
ovrr) are estimated using historical data that contains the demand and the VLT of the
past 180 days. Similarly, in “Gamma”, daily demand is assumed to be i.i.d. and follows
Gamma distribution. Hence, the sum of (R + pyr7) days of demand, denoted by D, follows
Gamma((R + pyrr)k,0), where 6 and k are estimated using the demand data of the past
180 days. The base-stock level is computed as

b

BMgamma = anmma ( b—i-—h

5 ) (2.8)

where Qp denotes the quantile function of D.

In addition to the two base-stock policies, we also want to compare the E2E model
with PTO benchmarks. As mentioned earlier in Section there are two different types
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forecasting in PTO method: one type of PTO method estimate a point prediction of the ran-
dom variable while the other type predicts the distribution of the random variable. If a PTO
method succeeds to achieve perfect prediction of the joint conditional distribution of demand
and VLT, then theoretically, can be solved to optimality. However, as we reviewed in
Section [2.2] there barely exists applicable method for our problem setting. Moreover, even
with reliable forecastings of the joint distribution, we still need to solve a corresponding
stochastic dynamic programming problem, which is computationally intractable.

Therefore, we construct the following two PTO benchmarks using a MQRNN for demand
forecasting and a MLP for VLT prediction for fair comparison.

1) BM1. First, we let dy = f;”t:*l d; denote the total demand within two adjacent
order-arrival times, namely ¢, and v,,1. Notq that v,, can be calculated based on
VLT prediction. Then the b/(b-+ h) quantile of d,, is predicted, equivalent to solve the
following problem:

min Bg [b(dn — am — Io,.)* + h(am + I, = du)*], (2.9)
BM1 then can be considered as a PTO method with point prediction of VLT and dis-
tributional forecasting of demand. In the optimization stage, the multi-period problem
is approximated by a single-period Newsvendor problem.

2) BM2. An alternative PTO method is to first sequentially forecast the future demand
within two adjacent order-arrival times, that is dy,,,d;, +1,...,dy,, ., -1, and then cal-
culate the optimal decision, a,,, by minimizing the following accumulated inventory

cost
VUm41—1

m1>% h[Itm + Ay — d[tmﬂ]Jr + b[d[tm,t} — Itm — CLm]Jr. (210)
m= t=vm
where v,, is estimatec} as Uy, = ty + im, and v,,,1 is estimated as Uy, 11 = tpma + im
as well. Notice that [,, comes from 0ut3 as the VLT forecast and d; is the demand
forecast. BM2 can be viewed as a PTO method with point prediction for both VLT

and demand, but in optimization stage, the multi-period problem setting is kept.

The minimizers of and are denoted by aj,,; ,, (BM1) and aj,,,, (BM2),
respectively. Two benchmarks are employed because each of them emphasizes on different
stages as a two-step model. First, because predicting the total demand within a time interval
is more likely to reach the desired accuracy than predicting a sequence of demands for each
day, the first benchmark could yield better results in the prediction stage. However, by
noticing that the objective in contains a newsvendor loss rather than the one in our
multi-period setting, one can expect that the second benchmark would yield results of higher
accuracy in the optimization stage.
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Figure 2.2: Left: demand forecast for three example SKUs via MQRNN. Blue line is the ground
truth, 10% and 90% quantile forecasts are the lower and upper boundary of the forecast band,
and 50% (median) is the orange line within the band. The shaded area is the forecast within the
current order place time and next order arrival time. Right: average inventory cost under different
E2E and PTO polices over 30 days per SKU.

2.4.2 Results

We test the performance of E2E method and the four PTO policies using real-world
data, a 24,333 SKUs dataset under the Food & Snack Category. The input vector for each
replenishment sample contains SKU profile features, daily sales, and historical VLT, which
is a 132-dimensional vector. The entire dataset are split into a training and a testing dataset
according to the creation date of each sample. We use the first 30-day replenishment-order
data as the training and validation set, where 80% of the data are used for training and the
remaining 20% are used for validation. The validation set is used to evaluate the performance
of the neural network model for different combinations of hyper-parameter values, which
helps to choose the optimal hyperparameters and prevent over-fitting. The remaining 30
days of data for all SKUs serves as the testing set. The performance of E2E model and
benchmarks are evaluated by total inventory management cost, holding cost and stockout
cost, defined via . By default, the values of b and h were set to 9 and 1, respectively.

The total inventory management cost, holding cost and stockout cost of different models
over the test period are listed in Figure (right). The averaging holding cost and stock-
out cost were computed as in (2.2). “OPT” refers to the optimal replenishment decisions
obtained by solving the replenishment problem with known demand and VLT, which is the
same approach that is used for the labeling of the data, as described in Section [2.3.2.1. For
the two PTO methods “BM1” and “BM2”, we use the same neural network architecture as
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the E2E model, that is an MQRNNE] for demand prediction and a 2-layer feedforward neural
network for the VLT prediction. In this experiment, the MQRNN model outputs @) = 6
quantile prediction, including mean and quantile levels at 10%, 60%, 70%, 80%, 90% and
95%. The results for BM1 and BM2 are reported based on the best quantile with the lowest
total cost.

Figure shows that the proposed E2E deep learning model is the best compared to all
benchmarks. The advantages of end-to-end deep learning model are two-fold. On one hand,
the benefit of using end-to-end framework rather two-step PTO framework can be observed
by comparing the cost of E2E_RNN against BM1 and BM2. Since all three algorithms use
the same deep learning structure for demand and VLT prediction, while E2E_RNN adopts
one-step decision framework and BM1, BM2 use two-step framework. We suspect that
the prediction errors of demand and lead time compound in the optimization stage. To
avoid the accumulation of error, the end-to-end framework shortens the decision process
while targeting the ultimate optimization goal. On the other hand, the benefit of deep
learning model versus other statistical learning models can be observed when comparing
the E2E_RNN cost and E2E_GBM cost. E2E_GBM denotes the performance of the end-
to-end Light GBM [75] model, which is a decision tree based algorithm that widely used
in industry. Since the tree-based models are not able to process time-series features (e.g.,
historical demand series), we use statistical summary of demand as features including the
mean, standard deviation and temporal differences. Both E2E_RNN cost and E2E_GBM
algorithms use the end-to-end decision framework, while the deep learning model has better
representation capacity and RNN is more powerful in modeling time series data.

2.5 Field Experiment

The proposed E2E algorithm has been implemented in JD.com since February, 2020. As
of October 2020, there are more than 7,000 SKUs adopts the E2E algorithm for inventory
management, showing significant inventory cost saving in production. JD.com is also working
on expanding the E2E method to more categories.

In this section, we demonstrate the design and results of a 30 days field experiment
conducted in JD.com’s logistics system from March 30, 2020 to April 30, 2020.

2.5.1 Overview of JD.com’s Auto-Replenishment System

JD.com maintains a logistics network in China that consists of about 500 Distribution
Centers (DC) national-wide. Each DC manages its inventory using JD’s inventory replenish-
ment system. JD’s current inventory replenishment algorithm can be viewed as a two-step
(PTO) decision-making process empowered by machine learning techniques and industry ex-

!Predicting the total demand for Benchmark 1 and predicting the daily demand for Benchmark 2.
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pertise. In the first step, the demand and VLT are predicted using state-of-the-art machine
learning methods considering seasonality, geographic effect, SKU and vendor heterogene-
ity. [47] describes an effort to the retailer’s advanced demand forecast using deep learning
techniques. In the second step, the inventory replenishment decision is made based on the
predictions from the first step. Service level used in current practice of JD.com is decided
by a hyper-parameter called “critical ratio” which is consistent with the hyper-parameters
b and h in E2E model. Generally speaking, the critical ratio for different product category
doesn’t have to be the same.

In JD’s replenishment system, the performance of a replenishment algorithm is quantified
by five key metrics: stockout rate, turnover rate and the three metrics we used in Section[2.4.2
including the total inventory management cost, holding cost and stockout cost. The stockout
rate is defined as the percentage of days that stockout occurs during the experimental period,
i.e. it measures the frequency of stockouts. The inventory turnover rate is calculated by
dividing the average inventory level of each day by the average demand.

2.5.2 Experiment Design

To test whether the proposed E2E algorithm leads to better replenishment decisions, we
conducted a field experiment during a 30 days period, from March 30, 2020 to April 30,
2020. The experiment involved 61430 orders placed in 12 DCs for 9308 SKUs. The SKUs
are from 18 third-level categories, which belong to two second-level categories, ”"tea set” and
"pastry essentials & seasoning”. The details of the categories that are involved in the field
experiment are listed in Table [2.1]

Table 2.1: Details of Categories Involved in the Field Experiments

Second level categories Tea set Pastry essentials & Seasoning
Tea set combination Baking supplies
Tea cup Flour
Tea kettle Mixed-grains
Tea tray Rice
Third level Tea can Oil
categories Tea bowl Seasonings
Tea accessories Dry foods
Tea-ware decoration Convenience foods
Coffee set
Tea travel set

An E2E model is trained for the second-level category, tea set, and for each third-level
category in the second-level category, pastry essentials & seasoning. In this experiment, we
use h = 12 and b = 88, which is consistent with the critical ratio in these categories. The field
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experiment contains all replenishment orders placed after March 30, 2020 for each (SKU,
DC) pair in the aforementioned categories and twelve DCs. A treatment group involves 1052
SKUs and 6097 (SKU, DC) pairs in total, are selected. The replenishment decisions of these
(SKU, DC) pairs are made according to the proposed E2E algorithm starting from March
30, 2020. For the remaining (SKU, DC) pairs, replenishment decisions are made following
JD’s current algorithm. The treatment group of (SKU, DC) pairs was chosen by JD.com’s
managers based on business criteria. We select a control group that also include 6097 (SKU,
DC) pairs using propensity score matching in order to reduce the possibility of selection bias
in this process (with details stated in Section. We collect daily inventory levels, daily
sales, replenishment order placement and arrival dates for all (SKU, DC) pairs in the field
experiment to calculate the performance metrics including the average holding cost, average
stockout cost, average total cost, average turnover rate and average stockout rate.

Moreover, JD’s logistics system adopts less restrictive setting compared to Section [2.3.2.
Instead of fully back-order, demand that can not be fulfilled by current inventory will be
considered as back-ordered only if it can be fulfilled by open purchased orders. (Open
purchase orders refer to those orders that have been placed but haven’t arrived, in other
words, replenishment that is on the way.) If it can not be fulfilled by open purchased orders,
it will be considered as lost sales. In addition, there may be cross-over of orders, i.e. orders
may not arrive in the same sequence as they are placed. Therefore, the field experiment can
test the performance of the proposed E2E algorithm in real-world setting.

2.5.2.1 Propensity score matching

As explained earlier, the treatment group contains 6097 (SKU, DC) pairs, selected based
on voluntary response, and all remaining (SKU, DC) pairs from the categories listed in Table
are the candidate control group. In order to address the issue of potential selection bias,
we choose (SKU, DC) pairs in the control group by using propensity score matching (see
[123] and [125] for references). For propensity score matching, we use demand and VLT as
cofounder variables. Figure visualizes the propensity score of control and treatment sets
before and after matching. After matching, we have a control group with same size as the
treatment group.

2.5.3 Results

In this subsection, we first compare the performance of the two algorithms during the
test period using a two-sample t-test. Then to further adjust the potential differences in
the treatment and control groups, we train linear regression models for each outcome metric
and check the significance of the coefficients. Moreover, we evaluate the performance of both
treatment and control groups before the test period and apply the difference in differences
technique to further confirm the effect of applying the E2E method.
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Figure 2.3: Propensity Score Matching. The overlap of the histogram and density plot in
Fig (2.3b)) demonstrates that the propensity score has been perfectly matched.

2.5.3.1 T-test results

Table 2.2: Comparison of Performance of Two Algorithms: t-test Results

Holding Cost Stockout Cost Total Cost Turnover Rate Stockout Ratio
Treatment 598.20 496.34 1094.54 18.59 0.17
Group
Control Group 809.54 1027.93 1837.47 20.39 0.26
Difference  -211.34(-26.1%) -531.59 (-51.7%) -742.93(-40.4%) 1.8(-8.8%)  0.09(-34.6%)
t-test p-value < 0.001%*** < 0.001%*** < 0.001%*** 0.0102** < 0.001%***

Note: *p < 0.1; x % p < 0.05; % x xp < 0.01; * * *x*x p < 0.001.

Table[2.2]demonstrates the results of t-test for the comparison of five performance metrics:
holding cost, stockout cost, total inventory cost, turnover rate, and stockout ratio. The E2E
algorithm significantly reduces all five metrics with four out of five t-test p-values < 0.001
and one p-value < 0.05. In particular, the E2E algorithm can reduce the average holding cost
by 26.1% and average stockout cost by 51.7%, compared to JD.com’s current replenishment
method. Not surprisingly, the total cost is reduced by 40.4%. The average turnover rate has
also been reduced by 8.8% and the stockout ratio reduced by 34.6%.

2.5.3.2 Linear regression

Furthermore, one may have the concern that the treatment group and the control group
having slightly different average demand and average VLT might lead to unreliable t-tests.
To address this concern, we further consider the following linear regression model for the
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outcomes of each metric,
Outcome = Oy + 011s-E2E + 0, Ave-Demand + #3Ave-VLT, (2.11)

where I[s-E2E is a binary independent variable that represents if a SKU orders using E2E
algorithm, Ave-Demand is an independent variable that represents the average demand of a
SKU and similarly Ave-VLT represents the average VLT of a SKU.

The linear regression model plays a similar role as the t-tests. It aims to provide a better
comparison of the treatment and control groups’ average outcome by considering covariates
that may affect the outcome of the metrics. Table demonstrates the coefficients and
p-values of Is-E2E.

Table 2.3: Comparison of Performance of Two Algorithms: Linear Regression

Holding Cost  Stockout Cost  Total Cost  Turnover Rate Stockout Ratio
Coefficient -211.33 -531.53 -742.86 -1.16 -0.09
t-test p-value < 0.001%*** < 0.001%FFFF < 0.001%HH* 0.007#** < 0.001****

Note: *p < 0.1; xx p < 0.05; % x xp < 0.01; * *x*x x p < 0.001.

Table indicates that using the E2E algorithm leads to significant reductions on all
five metrics - holding cost, stockout cost, total cost, turnover rate and stockout ratio.

2.5.3.3 Difference-in-differences estimation

To further study the effect of E2E algorithm on all five metrics, we consider a difference
in differences (DiD) approach. To be more specific, we evaluate the performance of the
treatment and control groups from February 29, 2020 to March 29, 2020. We denote this
period as the pre-experiment period. Then compare the performance with that of the post-
experiment test period, March 30, 2020 to April 30, 2020. During the pre-experiment period,
both treatment and control group adopt JD’s current replenish algorithm and during the
post-experiment period, the treatment group adopt the E2E algorithm while the control
group still follows JD’s algorithm.

Table demonstrates the DiD comparison of the effect of E2E algorithm implemen-
tation. In Table the terms “Pre-Exp” and “Post-Exp” denote the pre-experiment and
post experiment periods, respectively. The results indicate that the implementation of our
proposed E2E algorithm improves all five metrics. The readers may notice that, in the
control group, there is a slight increment of the post-experiment metrics compared to the
pre-experiment metrics. Our conjecture is that, as the economics in China begins to recover
in March 2020, both demand and supply have a larger scale in April compared to March.
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Table 2.4: Difference-in-Differences Estimation of E2E algorithm

Treatment Group Control Group
Pre-Exp Post-Exp Change | Pre-Exp Post-Exp Change | DiD  t-test p-value
Holding Cost | 688.13 598.20 -89.93 | 786.68 809.54 22.86 | -112.79 < 0.001****

Stgcoks(zut 880.50  496.34  -384.16 | 887.64  1027.93  140.29 | -524.45 < 0.001%***
Total Cost | 1568.63 109454 -474.09 | 1674.32 183747  163.15 | -637.24 < 0.001****
Tlﬁr;i;’er 16.41 18.59 2.18 16.40 20.39 3.99 -1.81 0.041%*
St%‘i;‘;“t 0.24 0.17 0.07 | 0.22 0.26 0.04 | -0.11 0.044%*

Note: *p < 0.1; x *x p < 0.05; % x xp < 0.01; * * * *x p < 0.001.

2.6 Conclusions

In this work, we propose an E2E framework with deep learning models for multi-period
replenishment problems, without prior assumptions on future demands and on the VLT.
The model is trained to capture the behavior of optimal solutions from a perfect knowledge
of the future. Collaborated with an industrial partner, our proposed E2E model has been
implemented in production and we conduct a series of numerical experiments including a
field experiment to demonstrate the advantage of the proposed E2E model over conventional
two-step PTO approaches and current practices in industry. Our model, as well as the
“E2E” philosophy, can be practically useful for the industry because it shortens the decision
process and provides a more automatic inventory management solution. With the possibility
of scaling and generalization, the proposed E2E model enables higher inventory-management
accuracy with a lower operational cost and fewer labor efforts.

Moreover, we suggest several opportunities for future research in the E2E concept for
supply-chain management. For instance, one potential direction would be trying to generalize
the E2E model to more general inventory management settings, such as multi-echelon cases
and inventory allocation problems. Another appealing direction would be constructing an
E2E solution for jointly deciding order quantity and ordering time.



23

Chapter 3

Integrated Conditional
Estimation-Optimization

3.1 Background and Motivation

Two fundamental aspects of decision-making under uncertainty are estimation and op-
timization. Classically these two aspects are treated separately, with statistical and/or ma-
chine learning methodologies used to estimate the distributions of uncertain parameters
based on data, resulting in a stochastic optimization problem to be solved for making a
decision. In recent years, researchers and practitioners have increasingly recognized the sig-
nificance of considering estimation and optimization in tandem ([18| 72} |39, 44]). Another
salient feature of modern decision-making under uncertainty is the presence of contertual
information, usually in the form of features/covariates, that can be leveraged to improve
the estimation of the uncertain parameters. For example, contextual information such as
temporal information, the presence of promotions, and economic indicators can be leveraged
to refine the estimation of uncertain demand for products. The refined demand distribu-
tion estimates would then be used for making inventory and supply chain decisions through
optimization models. Contextual stochastic optimization (CSO) has recently emerged as a
general paradigm describing this situation, with applications in supply chain management,
finance, transportation, energy systems, and many other areas.

In this work, we consider the CSO problem in a data-driven setting where one has avail-
able historical data consisting of realizations of the uncertain parameters paired with con-
textual feature information. As mentioned, the classical method of solving CSO given data
is a two-step procedure, where in the first step either a point prediction of the parameter or
an estimation of its distribution is built based on data. (Although the phrases “prediction”
and “estimation” are often synonymous or not clearly distinguished in the literature, herein
we specifically let “prediction” denote point predictions of the random parameter and let
“estimation” refer to any methodology, either parametric or non-parametric, for estimating
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the conditional distribution of the random parameter given the context.) Modern machine
learning techniques are often utilized in the first step to provide more granular results, and
these models are usually fit based on statistical objectives such as measures of prediction
error or likelihood. Then in the second step, given the prediction or estimation, an optimiza-
tion problem is solved. A major drawback of these standard predict-then-optimize (PTO)
and estimate-then-optimize (ETO) approaches is that they do not consider the decision er-
ror — the cost with respect to the downstream optimization problem due to an imperfect
prediction — when fitting a statistical model.

We propose an integrated conditional estimation-optimization (ICEO) approach that
estimates the underlying conditional distribution of the random parameter based on mini-
mizing the ultimate decision error. We propose a highly flexible framework that models the
conditional distribution using a hypothesis class and apply ideas from statistical learning to
do estimation. As compared to existing approaches, our approach uses a generic learning
framework based on specifying a hypothesis class and applies to a broad class of convex
contextual stochastic optimization problems with uncertainty in the objective. Many previ-
ous approaches either rely heavily on the structure of the downstream problem, for example
a linear ([44]) or newsvendor ([|10]) problem, or propose a variation on a specific learning
algorithm like random forests ([70]). In addition, related approaches based on “end-to-end
learning” (see, e.g., |39} 150]) usually do not directly model the conditional distribution of un-
certain parameters as we do in the ICEO framework and lack strong theoretical guarantees.
We further discuss the relationship between the ICEO framework and existing approaches

in Section [3.1.1.

In addition to proposing the flexible ICEO framework that models the conditional distri-
bution of uncertain parameters in a way that accounts for the downstream optimization cost,
we consider the statistical and computational properties of our approach. In particular, we
prove asymptotic consistency in terms of risks, decisions and hypotheses. Asymptotic consis-
tency is highly desired for data-driven methods because it guarantees that, as the amount of
data increases, our solutions and estimated models converge to their optimums given full in-
formation of the true distribution of contextual features and uncertain parameters. We prove
asymptotic consistence of the ICEO risk and induced decisions only under the assumption
that the hypothesis class is compact, and consistency of the hypothesis requires an additional
assumption related to the uniqueness of the true hypothesis. We also provide generalization
bounds to quantify the out-of-sample performance when data is limited to a finite sam-
ple. To induce desirable generalization properties, we introduce a strongly convex decision
regularization function to stabilize the ICEO decision and to eliminate potential multiple
optimal decisions. The strongly convex regularization guarantees the Lipschitz property of
the regularized optimal solution mapping, and the resulting generalization bounds are con-
structed based on multi-variate Rademacher complexity. In terms of computation, the core
training problem of the ICEO framework is non-convex and even non-differentiable in many
cases. In fact, due to the presence of constraints in the downstream problem, it is often
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the case that the optimal decision oracle has a piece-wise constant shape, which leads to
poor local minima that are very hard to escape when applying gradient-based methods. For
these reasons, we propose two computational approaches: (i) a highly practical approach
that involves approximating the regularized optimal solution oracle with a smooth function
and then applying gradient algorithms, and (i7) a polynomial optimization approach when
the downstream problem has a semi-algebraic objective and we approximate the optimal
solution oracle with a polynomial function.

Our key contributions are summarized as follows:

1. We propose the ICEO framework, wherein we directly estimate the underlying condi-
tional distribution of uncertain parameters given contextual information using a hy-
pothesis class. In contrast to two-step ETO methods, we learn the conditional distri-
bution in a way that integrates with the downstream optimization goal. ICEO offers
more flexibility compared to most existing related approaches.

2. We prove asymptotic consistency of the ICEO method when the model i specified cor-
rectly (Theorem . More specifically, we show the consistency of ICEO risk, ICEO
decisions, and ICEO hypothesis when the hypothesis class contains the correct condi-
tional distribution function. The consistency in risk and decisions hold for arbitrary
compact hypothesis classes. To guarantee the consistency in hypothesis, we require an
additional assumption related to the uniqueness of the true hypothesis.

3. To quantify the out-of-sample performance with finite samples, we provide generaliza-
tion bounds for the ICEO method based on the multi-variate Rademacher complexity
of the hypothesis class used to learn the conditional distribution (Theorem [3.3.3). The
generalization bound is based on the Lipschitz property of the regularized optimal

decision oracle (Proposition |3.3.1.1).

4. The ICEO training problem is non-convex and non-differentiable. Non-differentiability
poses a serious concern when applying gradient-based algorithms, like (stochastic) gra-
dient descent, to solve the ICEO training problem as the presence of constraints can
lead to local minima that are hard to escape (visually illustrated in Figure . To
address this issue, we approximate the oracle using differentiable function classes with
a guaranteed approximation error (Proposition [3.4.1.1, Proposition [3.4.1.2). We then
provide corresponding generalization bounds when training ICEO method using the
approximated oracle (Theorem . In addition, for the case where the nominal op-
timization problem is semi-algebraic, we propose an exact solution algorithm (Propo-

sition |3.4.1.3).

The remainder of this chapter is organized as follows. In Section [3.1.1, we review related
methods in literature. The details of our proposed ICEO framework are introduced in
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Section [3.2] In Section [3.3] we provide performance guarantees in terms of asymptotic
consistency and generalization bounds. In Section we discuss the main difficulties in
solving the ICEO formulation and provide solution methods. Empirical performance of the
ICEO method is demonstrated in Section [3.5]

3.1.1 Relevant Literature

The fusion of prediction models based on data and the optimization problems has become
more and more widespread in recent years. In the remainder of this section, we will discuss
existing works related to this topic and contrast them with our proposed ICEO approach.

The first stream of research focuses on providing a prescriptive solution by approximating
the conditional distribution of the random parameter given a feature vector, with the help
of various machine learning tools. [18] first proposed prescriptive models that approximate
the conditional distribution with a weighted empirical distribution of the uncertainty. The
weights can be achieved based on multiple machine learning models, including k-nearest
neighbors (KNN), kernel methods, tree-based methods, etc. A later work [19] investigates
these prescriptive methods in the multi-period problem setting. [16] follows the same idea
and propose a tree-based algorithm that balances the optimality of the prescription and
accuracy of the prediction. |70] consider a random forest model for the prescriptive solution.
In contrast to the standard way of splitting the feature space, the authors consider the down
stream optimization quality while constructing the partitions. [61] considers the regularized
Nadaraya-Watson approach and establish performance guarantees using moderate deviations
theory.

Another stream of related work investigates adjusting the loss function to meet the ul-
timate optimization goal while training the machine learning models to predict the random
parameters. |10] investigates the Newsvendor problem, which is inherently equivalent to a
quantile prediction problem. The authors learn the feature-to-decision mapping from data by
adopting a loss function that characterizes the newsvendor inventory cost, and is equivalent to
the quantile loss function. Following a similar setting, [116] discuss the performance guaran-
tees of such an approach when there are inter-temporal dependencies and non-stationarities.
[44] consider the case when the downstream optimization problem has a linear objective. The
authors propose a “smart predict-then-optimize” (SPO) framework with a tractable convex
surrogate loss function (SPO+) to integrate the ultimate optimization problem structure.
They prove Fisher consistency of SPO+ and demonstrate its strong numerical performance
on different problem classes. [9] later provide finite-sample performance guarantee of the
SPO loss in the form of generalization bounds. Recently, [95] have strengthened the consis-
tency of SPO+ by providing risk guarantees and a calibration analysis in the polyhedral and
strongly convex cases. [43] propose a method to train decision trees using the SPO loss and
demonstrate strong numerical performance and improved model complexity over standard
decision tree methods (e.g., CART) that minimize prediction error.
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Other existing studies aim to learn the task-based end-to-end learning models with dif-
ferentiable optimization layers. [39] consider a general setting where the optimization stage
involves a convex optimization problem and adopt the objective in the optimization stage
as the loss function to achieve an end-to-end training for the machine learning models. The
main issue in such end-to-end learning models is to address the non-differentiability of the
optimal solution mapping (the mapping from a contextual feature vector to the optimal
decision). [7] introduce the differentiable optimization layers for the end-to-end training
approaches and propose a method of approximating the gradient of the optimal solution
mapping by the solution of a group of equations representing the KKT conditions. |[2]
further provide a method to convert convex programs to the canonical forms that can be
implemented at the optimization layer and implemented their grammar in CVXPY for ease
of use. [149] and [150] further consider more difficult combinatorial problems. They pro-
pose end-to-end models that map from the graph structure to a feasible solution and train
them with the quality of the solution. [149] consider continuous relaxations of the discrete
problem to propagate gradients through the optimization procedure. [97] consider mixed
integer linear programs and consider a homogeneous self-dual formulation of the LP and
show that the gradients are related to an interior point step. [15] instead consider stochas-
tically perturbed optimizers to evaluate the gradients required for back-propagation. [98,
49, [113] also discuss how to approximate the gradients when training end-to-end models for
combinatorial problems. As our work focuses on convex optimization problems, we skip the
details and refer to [85] for a detailed survey. Although demonstrated to be competitive in
numerical experiments, these end-to-end learning models based on optimization layers and
their extensions to combinatorial cases lack strong performance guarantees in theory. More-
over, learning the feature-to-decision mapping lacks flexibility in the way that it handles
constraints. Indeed, constraints restricts the hypothesis class that can be used to learn the
data-to-decision mapping. In contrast, our ICEO framework learns the conditional distribu-
tion and use the optimal solution mapping to obtain the decision, which is more flexible in
handling constraints.

We also comment on the difference between the problem setting of ICEO and the joint
estimation-optimization (JEO) model ([68, 3, 67, [107]). The major difference is that, in the
JEO model, there is no contextual information considered as predictors of the uncertainty.
Besides, several JEO models focus on solving an online convex optimization problem in the
optimization stage, while we consider a stochastic optimization problem. We would also like
to point out the differences in the problem setting of ICEO and the operational statistics
method, in which the downstream optimization goal is considered in finding the optimal
operational statistic ([96] |36, [121]). We include the contextual information in our problem
setting which is not considered in the classic operational statistics literature. Moreover, we
aim to learn the underlying conditional distribution rather than finding the best statistic.
We also consider constraints in the downstream optimization problem.

Other related works include [108], which investigates the relationship between the pre-
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diction part to the performance of the optimization part, mainly in the case of the least
squares loss function. 28] focuses on the mean-variance portfolio optimization problem and
integrates regression based predictive models with the optimization setting. The authors
provide closed-form analytical solutions for the unconstrained cases. [117] instead focuses
on a multi-period inventory management problem with random demand and leadtime, and
provide a practical end-to-end learning framework empowered by deep learning models. The
authors demonstrate the empirical success of this approach in practice by conducting a field
experiment in industry.

3.2 Contextual Stochastic Optimization and the
ICEQO Approach

In this section, we review the basic ingredients of contextual stochastic optimization
problems, which is a fundamental model for applying machine learning in many operational
contexts, and we formally describe our ICEO approach. We consider a convex CSO, which
models a downstream decision-making task. The feasible region for the decision variable
w € R?, denoted by S C R?, is assumed to be known with certainty. We additionally assume
that S is a convex and compact set. Although the feasible region of our optimization task
is known with certainty, the objective function ¢(-,£) : S — R is stochastic and depends
on a random parameter £. We assume that, for all values of &, ¢(-,§) is a convex function
of w. While the precise value of ¢ is not known at the time when a decision must be
made, we assume that the decision maker observes an associated contextual feature vector
r € X C RP (sometimes the components of x are referred to as covariates) that can be used
to learn information about the objective function. Let D denote the joint distribution of x
and £. Then, given an observed z € RP, the decision maker’s goal is to solve the contextual
stochastic optimization problem:

min E¢le(w, §)|x], (3.1)

weS

where the expectation above is with respect to the conditional distribution of & given x.

It is important to emphasize that the distribution D, and hence the conditional distribu-
tion of ¢ given any =z, is typically unavailable in practice. Instead, a data-driven approach
to solving is much more viable. Indeed, one often has available a training dataset
{(z4,&)}, consisting of historically observed pairs of feature vectors x; € X and associated
parameter values &;. If the dataset {(z;,&;)}?", is an independent and identically distributed
sample from the distribution D, for example, then it may be possible to learn enough infor-
mation about the conditional distribution to solve problem . Note also that, as pointed
out by |18] for example, due to the nonlinearity of the objective function, a point estimate for
a prediction of £ given x usually does not provide enough information about the conditional
distribution to produce a reasonable solution of . In general, without any additional
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structural assumptions, e.g., on either the random parameter &, the distribution D, or the
cost functions c(+,-), adequately learning the conditional distribution for all relevant x may
be an intractable problem.

In this work, we consider the case where the random parameter £ has finite discrete
support, i.e., & € Z := {Z,29,...,2k}. Then, for any x € X, the conditional distribution
of £ given x is characterized by a probability vector p*(z) € Ak, where Ag = {p € R¥ :
Z,{;lpk = 1,p > 0} denotes the (K — 1)-dimensional unit simplex. That is, p;(z), the k-th
component of p*(x), is defined by pj(z) = Pe(§ = Z|z), for all k = 1,..., K. Using this
notation as well as the shorthand notation ¢ (-) := ¢(+, 2;) forall k =1, ..., K, problem (3.1))
can be equivalently written as

miy Bele(w.€)e] = iy 3 pileeao) (3.2)

we

3.2.1 The ICEO Approach

Let us now describe the major ingredients of our ICEO approach, as well as the formu-
lation of our ICEO training problem.

3.2.1.0.1 Hypothesis Class of Conditional Probability Estimators It is evident
from the right side of that learning the conditional distribution p*(z) is the most critical
part of our contextual stochastic optimization setting. We adopt standard ideas from learning
theory to learn p*(z), whereby we employ a compact hypothesis class H of conditional
probability estimators. That is, H is a compact set (e.g., with respect to the uniform norm)
of functions f : X — Ag. The hypothesis class H is the first major ingredient of our ICEO
approach. Note that the constraint on the output of f € H, namely f(x) € Ag forallz € X,
is not standard in most learning problems but is necessitated by our setting. Fortunately,
this constraint can be accommodated in a number of ways. A straightforward approach

is to consider the softmax operator soft : RX — RX defined by soft,(v) = % for
j=1€XP\Uj

v € RX. Then, given any hypothesis class # of unconstrained functions f : X — RX,
we can define H as the composition class soft o #H. Note that, due to the differentiability
properties of the softmax operator, soft o 7 naturally inherits differentiability properties
from H, which can be very useful from a computational perspective. For another example,
consider H defined by a decision tree partitioning algorithm. Then, for any given z, f(z) can
be constructed from the empirical distribution of & restricted to the subset of the partition
of the training data for which z lies in. Finally, a third approach, which we expand upon
in Section @, is to let H be a constrained linear hypothesis class whereby H = {f :
f(z) = Bx € Ak for all x € X}. Depending on the structure of X', it may be possible to
efficiently model the constraint Bz € Ak for all x € X', and we discuss specific examples
in Section [3.4.3. We would like to emphasize two points about our approach for estimating
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the conditional distribution using a hypothesis class H. First, by directly estimating the
conditional probability our proposed method has more flexibility in handling constraints as
compared to methods that learn a mapping 7 directly from features x to decisions w. In
particular, the approach of learning a mapping from features to decisions requires that the
output of the mapping 7 be feasible in the region S, which may severely constrain the feasible
set of m. On the other hand, our approach of composing a user-specified hypothesis class
H with the regularized optimal solution mapping w,(-) allows for a very general selection of
H. In particular, the only requirement to achieve asymptotic consistency is compactness of
‘H, and, to provide a generalization bound, we further need H to have bounded multivariate
Rademacher complexity.

3.2.1.0.2 Regularized Optimization Oracle. As mentioned previously, we assume
that the functions cx(-) = c(+, 2), for all £ = 1,..., K, are all convex functions of w on
the convex and compact feasible region S. We additionally assume that these functions are
computationally tractable in practice, in the sense that any weighted combination of these
functions can be efficiently optimized. Furthermore, we presume that we can additionally
work with a decision reqularization function ¢(-) : S — R, which is non-negative and strongly
convex with respect to some norm || - || on R% Given any p € Ag and p > 0, define the
regularized optimal solution mapping:

w,(p) :=arg min > pcr(w) + po(w). (3:3)

Note that, due to the strong convexity of ¢(-), w,(p) is uniquely defined. Furthermore, we
can show that w,(-) is a continuous mapping as demonstrated in Lemma These regu-
larity properties induced by the use of the regularization term ¢(-) are crucial for developing
our ICEO methodology as well as for proving associated theoretical guarantees. For com-
putational purposes, we assume that w,(p) can be efficiently computed in practice for any
p € Ak and p > 0. For example, we may compute w,(p) using a commercial solver or a
specialized algorithm that depends on the structure of the ¢, (-) and ¢(-) functions. Ideally,
the function ¢(-) should be chosen so that the complexity of computing w,(p) is not greatly
increased as compared to when p = 0. Note that our performance guarantees developed in
Section hold for any choice of ¢(-) that is strongly convex. When ¢(-) is not present
there may be multiple optimal solutions of , and we use the notation W (p) to refer to
the set of such optimal solutions, i.e., W(p) := argmin, g S r_, prcr(w).

3.2.1.0.3 ICEO Methodology. We are now ready to describe our ICEO methodology
and corresponding training problem, whereby we consider an integrated approach that es-
timates a hypothesis f € H in consideration of the downstream optimization goal. We
presume that we have collected a training dataset {(z;,§;)}", consisting of historically ob-
served pairs of feature vectors x; € X and associated parameter values &;. We also presume
that the decision maker uses the regularized optimal solution oracle w,(-) defined in (3.3).
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We adopt the empirical risk minimization (ERM) principle with respect to the regularized
in-sample cost induced by the regularized oracle:

1 n
min - ; c(w;, &) + pp(w;) (ICEO-p)

feH w1,...;wn ES
st w; = w,(f(x:)),

where p > 0 is a given value of the decision regularization parameter, which can be cho-
sen with cross validation for example. Let f € H denote a computed optimal solution of
. Then, for any newly observed feature vector x € X', the decision maker imple-
ments the decision w,(f(x)) € S formed by composing w,(-) with f(-).

Let us contrast the ICEO approach with two more standard approaches: predict-then-
optimize (PTO) and estimate-then-optimize (ETO). Note that the phrases “predict” and
“estimate” are closely tied in the literature and there is no agreed upon consistent way
to distinguish between the two. In our context, we specifically use “predict” to refer to
point predictions of the random parameter ¢ and “estimate” to refer to any methodology
for estimating the conditional distribution of £ given any x € X. Specifically, in the PTO
approach, a machine learning model gpro : X — Z is built, using the training data, to
predict the parameter £ based on the feature vector . Then, given any new = € X, the
decision maker implements a decision from the optimal solution set arg min,egs c(w, gero(x)).
As mentioned previously, due to the nonlinearity of the objective, a point estimate for a
prediction of £ is generally too simplistic to provide a reasonable solution of (3.1]). Indeed,
unless the conditional distribution is guaranteed to be a point mass, then the PTO approach
is not suitable for nonlinear problems. In the case when the objective is linear, a point
estimate is actually sufficient and PTO approach is viable. In this linear case, [44] propose
a “smart predict-then-optimize (SPO)” approach that aims to minimize the downstream
optimization cost. Furthermore, in this linear case the ICEO approach proposed herein
(without regularization) reduces to the SPO problem proposed by [44].

Returning to the nonlinear case studied herein, the ETO approach learns a model fETo :
X — Ak for estimating the conditional distribution of £ given x. Then, given any new x € X,
the decision maker implements a decision from the optimal solution set W (fgro(z)). Thus,
the ETO approach is more aligned with the ICEO approach. The main distinction is that the
traditional ETO approach learns the model fETo in a way that is completely oblivious to the
downstream optimization task. For instance, given a hypothesis class H, the ETO approach
might select the hypothesis by minimizing the empirical cross-entropy loss, defined for any
f € H and any observed (z,§ = Zx) by le(f(2),€ = Zx) := —log(fx(z)). Alternatively, one
may consider a purely non-parametric method for estimating the conditional distribution
such as the k-nearest neighbors or CART algorithms for example. In these cases, and
several others, [18] demonstrate asymptotic consistency properties of the ETO approach. |70]
consider using a (non-parametric) random forests estimator of the conditional distribution in
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a way that is trained with respect to the cost of the downstream optimization task, akin to
the ICEO approach. On the other hand, the ICEO approach directly models the underlying
conditional distribution using a hypothesis class 7. Thus, while [70] only provide asymptotic
consistency results, we are able to prove both asymptotic consistency and generalization
bounds for a wide variety of hypothesis classes.

Additional Notation. Due to the compactness of S, the cost function ¢(-,-) is bounded
and we define ¢ := sup,cgecz [c(w,§)|. Because of the compactness of S, we can define
diameters of S. We let diam;(S) := sup, ,¢g |u; — v;| to denote the coordinate-wise diameter
of the feasible region S. We further let diam(S) := Z?Zl diam;(S) denote the summation
of the coordinate-wise diameter of all coordinates. Given a norm || - || defined on R, the
distance from a point w € R to a set W C R? is denoted by dist(w, W) := inf ew ||w — u]|.
For a convex function A(-) : S — R, we let Oh(w) denote the set of subgradients of h(-)
at w. Let o denote the composition of functions. For example, with f : X — Ag and
w : Ag — S, then w o f is the function from X to S with (w o f)(z) := w(f(z)) for
all x € X. This function composition notation also extends naturally to function classes.
For example, for a class ‘H of functions f : X — Ag, we let w o H denote the class of
functions {w o f : f € H}. We denote the set of non-negative integers a Ny and let NE
denote the set of all k-dimensional vectors with each component is a non-negative integer.
1 denotes the K-dimensional vector with all coordinates taking the value of one. We let
TV (P, Q) denote the total variation between two probability measures P and Q supported
on the K-dimensional simplex Ax. TV(P,Q) = Y ,.5|/P(A) — Q(A)| where B denote
the class of Borel sets in Ag. In Section [3.4.1, we will use an equivalent expression of

TV(P, Q) = 3suppai1y( [, [()AP(P) — [, f(p)dQ(p)).

3.2.2 Motivating Examples

In this section, we present a few motivating examples for the ICEO framework, some of
which will be revisited in our numerical experiments in Section [3.5]

Example 3.2.1 (Multi-item Newsvendor). The multi-item Newsvendor problem aims to find
the optimal replenishment quantities for d different products. We let £ := (&1, ...,&,) denote
the random demand of d products and let w € R? denote the associated order quantities.
The demand values £ might be related to contextual information such as promotions, holiday
seasons, brand information, etc. The objective of this problem is the total inventory cost
including the holding costs h; and stockout costs b;, which characterize the over-stock and
under-stock, respectively. The objective cost can be formulated as

d
c(w,€) =Y hy(wy — &) + bi(&§ — w)*, (3.4)
=1

where the function (-)* is defined as max{-,0}. Moreover, we consider a budget capacity
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constraint C' > 0 on the total order quantities and formulate the feasible set as

d
S::{w:ZwlgC,wZO}.

=1

Example 3.2.2 (Risk-Averse Portfolio Optimization). We consider the problem of finding
an optimal risk-averse portfolio of d assets. We denote the random vector of asset returns
by ¢ € RY, which may be associated with the contextual information such as economic
indicators, news headlines, etc. The decision maker aims to find the best allocation of assets
w € R that optimizes a weighted combination of the expected return and variance of the
portfolio. By introducing an auxiliary variable wy € R, we formulate the objective as

d 2 4
c(w,wp, &) =« (Z wi§ — w0> — Zwl&, (3.5)
=1 =1

where @ > 0 is a trade off parameter. Note that the expectation of the first term in
(3.5) is aE¢ [(27:1 wi& — wo)z], which represents the variance of the investment return

Var(zzjzl wi§;) when wy is optimally selected as wy = Eg¢ [27:1 wl@}, while the second

term is the return of the portfolio. Therefore, E¢[c(w, wy, £)] trades off between minimizing
the variance and maximizing the expected return of the portfolio. As is standard in the

classical portfolio optimization problems, we constrain the portfolio decision in the simplex
Ay={weR:: 27:1 w; = 1,w > 0} and we have

S = {(w,wp) 1 w € Ag,wy > 0,0 < wy < E},
where = > 0 is a known upper bound the maximum of the returns ||¢||o.

Example 3.2.3 (Minimum Convex Cost Flow Problem). Many applications such as urban
traffic system and area transfers in communication networks can be formulated as a minimum
convex cost flow problem (we refer to Chapter 14 of [4] for more details). In the minimum
convex cost flow problem, the decision-maker aims to find the maximum flow that minimizes
the associated cost on the edges. The cost is a convex function of flow and depends on a
random parameter. Suppose we consider a directed graph with d edges and the random
parameter ¢ € R?. In this problem, we consider the objective function

d
c(w,§) = gi(w, &)
=1

where ¢; is a convex function of w; and g; can be different for different coordinates. Similar
to the standard network flow problem, we let the matrix A denotes the node-arc incidence
matrix of the graph and restrict the flow on each edge in the region [l, u]. Therefore, we have
the feasible region

S={weR: Aw=0,w € [I,u]}.
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3.3 Performance Guarantees

In this section, we demonstrate asymptotic consistency and finite-sample performance
guarantees of the ICEO approach. Let us first introduce some additional notation. We state
our results in terms of arbitrary policy mappings 7 : X — S, which represent any mapping
from the feature space X to the set of feasible decisions S. Our main interest herein is the
class of policies that combine the optimal solution mapping and hypothesis f, i.e., II = w,0H.
This class of policies includes the policy learned by the ICEO approach as well as policies
learned by ETO approaches. In the remaining part of this work, we let f* : X — Ag denote
the function that maps from x to the true conditional distribution p*(z). We refer to f* as the
true hypothesis. Moreover, we define w(-) : Ax — S as a function that arbitrarily outputs a
value from the optimal solution set W(-), i.e., w(p) € W(p) = argmin, g Zlepkck(w) for
all p € Ag.

To quantify our performance guarantees, we define the following risk functions for any
policy m and given regularization parameter p > 0:

1. R, (7; p): The empirical regularized risk, for any given regularization parameter p > 0,
with respect to a given sample {(z;, &)}, ie.,

Rl p) = 3 clnl), &) + pola(w2).

i=1

2. R(m; p): The expected regularized risk, for any given regularization parameter p > 0,
with respect to the underlying joint distribution D of x and &, i.e.,

K

R(m; p) = Epg [e(n(2),€) + pd(m(2)] = B, | Y pi(@)er(m(@)) + po(n())| ,

k=1

where pj(x) = Pe(§ = Zy|z) forall k =1,... K.

We also use the short hand notation R, (7) := R, (7;0) and R(r) := R(m;0) to denote the
unregularized empirical and expected risks, respectively. Note that Rn(, p) is the objective
function of . We also use the notation D, to refer to the marginal distribution of
the features . We further define the optimal risk values for the class of policies II = w, o H
that we consider herein.

1. J*: the optimal expected unregularized risk, i.e.,

;p,:(x)ck(w(f(mm] = min R(wo f;0)

J* :=minkE,
fer
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2. J}: the optimal expected regularized risk for any given regularization parameter p > 0,
ie.,

K

Ty o= min, |37 pil)enu,(f (@) + polu, (F(2)| = min R(w, o fip).

3. jg: the optimal empirical regularized risk with any given sample S, and a given
regularization parameter p > 0, i.e.,

= min — Z c(w,(f(x:)), &) + po(w,(f(x))) = min R, (w, o f; p),

fEH N feH

and we let f;‘ denote its optimal solution.

3.3.1 Asymptotic Consistency

We first demonstrate the asymptotic consistency of the ICEO approach. The consistency
of our approach is three-fold: the consistency of the ICEO risk, the consistency of the ICEO
decisions, and the consistency of the ICEO hypothesis. Our asymptotic consistency results
require the following conditions:

Assumption 1. For the compact hypothesis class H, we have the following:

A. (Model Specification) The hypothesis class H includes the true hypothesis f* i.e., [* €
H.

B. (Unique true hypothesis.) There does not exists a hypothesis f # f* in H such that
W(f(z)) "W (f*(x)) # 0, Dy-almost surely for all x € X.

Recall that if ¢(-) is not strongly convex, there may exist multiple optimal solutions
denoted by W (p) for any input probability vector p € Ak. In this case, we assume that the
oracle w(p) outputs one element from the set of optimal solutions W (p). In Lemma in
the Appendix, we demonstrate that the value of the unregularized optimal risk.J* does not
depend on the particular choice of w(-) and that f* is always the minimizer that achieves
J*.

To guarantee the consistency of the ICEO method, we consider a sequence of regular-
ization parameters p,, depending on the sample size n, such that p, converges to zero as n
grows to infinity. Theorem [3.3.1 below demonstrates the three levels of consistency.

Theorem 3.3.1 (Asymptotic Consistency of ICEO). Suppose that the training data (x;,&;) is
an i.i.d. sequence from the distribution D and that the sequence of reqularization parameters
pn satisfies lim,, o p, = 0. Then, under Assumption|l.A, we have the following:
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(i) The optimal empirical reqularized risk converges to the optimal expected risk, i.e.,
Jy — J* with probability 1.

(11) Dy -almost surely for all x € X, the sequence of ICEO deczszons w,, ( gn(a:)) converges

to the true set of optimal decisions W(f*(x)), i.e., dist(w,, (f7 o (), W(f*(x))) — 0
with probability 1.

(i1i) Additionally, with As§umption the sequence of ICEO hypotheses converges to the
true hypothesis, i.e, fy — [* with probability 1.

We would like to clarify the relationship between the asymptotic consistency stated in
Theorem [3.3.1 and the asymptotic optimality defined in [18]. In [18], the authors define
asymptotic optimality in terms of the decisions reaching the best objective function perfor-
mance possible. Because of the continuity of the cost function ¢, the convergence of ICEO
decisions, as stated in (ii) of Theorem @, implies the asymptotic optimality property of
[18].

Proof. Proof of Theorem [3.3.1 In this proof, we slightly abuse the notation and let R(f;p)
denote R(w, o f;p) for any p > 0 and R,(f;p) denote R,(w, o f;p). We first show that
lim, ,o J; = J*. Recall that J* = R(f*;0) and J; = R(f};p), and we have:

R(f*;0) < R(f5;0) < R(f;; p) < R(f7; p),

where the first inequality holds because the true hypothesis f* achieves the optimal value
J*, the second follows from the fact that ¢ is a non-negative function, and the third follows
from the fact that f, is the optimizer of R(-; p). In the meanwhile, R(f*;p) — R(f*;0) as
p — 0. Thus,

Ty = R(f3:p) = R(f50) = J°.

Then we want to show that j” — J with probability 1 as n — oo. Let [i(f,p) =
c(w,(f(x:)), &) + po(w,(f(x:))), then l( p) are ii.d. random functions on the compact
hypothesis class H. Due to the compactness of S, both R(-;p) and [;(+, p) are bounded.
Then we can apply the main theorem in [126] and have that 1 =3 L, p) = R(-;p) with
probability 1 for all f uniformly. Moreover, together with the continuity of R(-;p), the
uniform convergence of R, leads to the T-convergence of I(-, p) to R(-; p) in probability ([26]).
Then we can apply the Fundamental Theorem of I'-convergence so that the convergence of
minimum values j;t converges to J ([27]). Then for any sequence of p, > 0 with p, — 0,
as n — 0o, we can find a sequence of ¢, > 0 that satisfies lim,,_,, €, = 0 and the following
conditions: J; — J* <€, and |JA;Ln — J3 | < €, with probability 1. Thus, |j;‘n — J*| < 2,
for all n, which leads to j;ln — J* with probability 1 and (i) is proved.
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Due to the compactness of S and #H, with any sequence of p; — 0, the sequence w,, (f. (x))
has accumulation points. Let wp,(f;,(x)) be any subsequence converging to an accumulation

point w, (f,_(z)) € S. Note that we have

M)~

J* = lim E,[

t—o0

fe@)ew(w,, (f5,(2))) + ped(wp, (f,, (x)))]

where the equality follows from J; — J* when p — 0, the first inequality holds due to
the non-negativity of the regularization term ¢, and the second by Fatou’s lemma. Since
W (f*(x)) is defined the set of optimal solutions of S>r | fi(x)cx(-) for all z, then D, almost
surely for all z, wpoo(f; (z)) must lie in the set w(f*(x)). Then dist(w,,(f;,(z)), W(f*(z))) <
1w, (f5,(2)) — wp, (f5 (x))]]. By the continuity of the norm || - ||, hmHOO [wp, (f5, () —
wp (fr_(2))] = ||hmt_>OO Wy, (fr,()) — wy (f5_(x))|| = 0. Therefore, D,-almost surely for

all @, dist(w,(f2(z)), W(f*(z))) — 0 as p — 0

Moreover, for any fixed p > 0, due to the compactness of H and the fact that + 3" | I;(-, p)
converges to R(-; p) uniformly with probability 1, we can apply the fundamental theorem
of I'-convergence again and conclude that any accumulation point of f;‘, denoted by f7°,
minimizes R(-;p) with probability 1. Because of the strongly convexity of ¢k () + po(-), if
f5° minimizes R(-; p), then w(f°(z)) = w(f;(x)) D,y-almost surely for all x € X'. Therefore,
given any sequence p, — 0, we can find a sequence of 9,, > 0 such that lim,_,., J,, = 0 and
satisfies both [|w(f; (z)) — w,,(f}. ()|l < 0, and dist(w,, (f; (z)), W(f*(z))) < 6,, with
probability 1. Therefore, with probablhty 1, we have

dist(wp, (£, (@), W(f* (@) = _inf (£, (2)) = w,, (f;,(2)) + w,, (£, (2)) = u]

EW(f*(x))
< Nwp, (f5, (@) = w,, (£, (@) + werinh oy 10n (U, () = ]
(3.6)
< 20, D, — almost surely, (3.7)

where (3.6 follows from the triangle inequality, and (3.7)) further leads to the conclusion in
(ii).

Finally, if we have an accumulation point of f" denoted as f, that does not equal to f*,
then by (i), we have W (f(x)) "W (f*(x)) # 0 for all z € X almost surely, which contradict
to Assumption Thus with the uniqueness assumption, the true hypothesis f* can be
recovered by f;”n. O]
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3.3.2 Finite Sample Performance Guarantees

We now provide finite sample performance guarantees of the ICEO solution f;bn in the
form of generalization bounds based on Rademacher complexities. In particular, our overall
strategy is as follows: (i) we demonstrate that, due to the presence of the strongly convex
decision regularization function ¢(-), the optimal solution mapping w,(-) is Lipschitz, (ii) we
use the result of [99] to bound the Rademacher complexity with respect to the cost function
of the ICEO framework by the multivariate Rademacher complexity of the underlying hy-
pothesis class H. In addition, we slightly abuse the notation and let () : S — RX denote
a vector-valued mapping, where each component c;(w) denotes the cost c¢(w,& = Z) for all
scenarios k = 1,..., K, as defined earlier in Section [3.2]

Before we investigate the Rademacher complexities, we first demonstrate the Lipschitz
property of the regularized optimal solution mapping w,(-) for any positive parameter p,
based on the following assumption regarding the Lipschitz property of the cost function
c(w) and the strong convexity constant of the decision regularization function ¢(-).

Assumption 2. The cost function c(-) and the decision regularization function ¢(-) satisfy
the following conditions:

A. c(+) is Le-Lipschitz with respect to the decision w € S, i.e., it holds that ||c(wy) —
c(wy)la < Le||wy — wse|| for all wy,wy € S.

B. The decision reqularization function ¢(-) is a 1-strongly convez function on the compact
set S.

Note that we use the 5 norm as the norm on the space of outputs of the cost functions
¢(+), while the norm on the space of decisions w remains the generic norm || - ||. The reason
for focusing on the /5 norm is that we can apply the elegant vector contraction inequality
of [99] when analyzing the Rademacher complexity. It is also worth mentioning that the
Lipschitz condition in Assumption implies that the cost functions cg(-) are uniformly
L.-Lipschitz, i.e., ||c(wy) — c¢(ws)||oo < Le||wy — wo|.

Proposition 3.3.1.1 (Lipschitz Properties of w,(-) and c(-)). Suppose Assumption|d holds.
Then, for any p > 0, the optimal solution mapping w,(-) is (%)—Lipschz’tz:
/ LC / /
[w,(p) — wo(p) < ?Hp —plls,  Ypp € Ax. (3.8)

Furthermore, c(w,(-)) is (%)—Lipschitz:

le(wo(p) = c(wp(p))lloe < lle(w,(p)) — c(w, (@)l < %Hp —Pll2s Yoo €Ak (39)
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The proof of this Proposition follows standard arguments of Nesterov’s smoothing tech-
nique (|106]), and a related result with a similar proof style appears in [59].

Proof. Proof of Proposition [3.3.1.1 Let p,p’ € Ak be fixed. We let h,(-,p) : S — R be
defined by h,(w,p) == S0, prer(w) + po(w). Since ¢(+) is a I-strongly convex function,
then h,(-,p) is p-strongly convex and it holds for all w € S and ¢ € 0,,h,(w, p) that

hy(w',p) — hy(w,p) > g% (w —w)+ gHw’ —wl2 v €S (3.10)

Since w,(p) = arg min,eg h,(w, p), the first-order optimality condition implies there exists
a subgradient g € dh(w,(p),p) such that g* (v — w,(p)) > 0 for all w’ € S. Applying this
condition in (3.10) with w < w,(p) W' < w,(p’) yields

By, (1), p) = ho(wp(p).p) = Ellwy(p') = w,(p)1
Switching the role of p and p’ yields

M%@MPWMMMﬁ)Z@%@—%WW~
Adding the above two inequalities together yields

Ppr(p) - w,,(p’)HQ < hp(wp(P)>p/) - hp(wp(p'),p’) + hp(wp(p/),p) - hp(wp(p),p)
= [hp(wp(p),p/) — hy(w,(p),p)] — [hp(wp(p/),p/) - hp(wp(p/>»p)]

= > (0 — pe)e(w,(p)) = Y (Ph — pi)ew(w,(p))
= (0 — ) (er(w,(p) — cx(w, (1))

< lp = Pllalle(w,(p)) — clw,(p)ll2
< Lellp = Pllallw,(p) — w,(p)l,

where the last inequality uses Assumption (2.A)). Dividing by |Jw,(p) —w,(p)|| leads to (3.8]),
and combining the resulting inequality again with (2.A)) yields (3.9)). O

To establish the generalization bound for the ICEO risk, we rely on both regular single-
variate and multi-variate Rademacher complexity. In the ICEO setting, given a class of
policies II, where 7 : X — S for all 7 € II, we can apply generalization bounds that directly
use the Rademacher complexity of the function class ¢ o Il. Given a sample {(x;, &)}, the
empirical Rademacher complezity Ef%n(c o IT) of the function class ¢ o II is defined by

n

2
— Sup 0i9(7i, &
N gecoll ZZ:; ( )

A~

2 n
R,(coIl) = E, =E, |— i i)&i)| s
(o 2 up > el )

mell i—1
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where o0, are independent random variables drawn from the Rademacher distribution, i.e.
Pr(o; = 4+1) = Pr(o; = —1) = 5 for all i = 1,2,...,n. The ezpected Rademacher complezity
R, (coII) is then defined as the expectation of 9, (c o IT) with respect to the i.i.d. sample
{(x;,&)}7_, drawn from the distribution D:

A

9%”(C © H) = E(%@)ND[%"(C © H)]

Next, we introduce the multivariate Rademacher complexity as a generalization of the regular
Rademacher complexity to a class of vector-valued functions. In the ICEO context, we focus
on the hypothesis class H which takes values in Ag. Following [18], [99] and [9], the empirical
multivariate Rademacher complezity i)zin(’H) is defined in our context as

n K
. 2
R, (H) =E, —supg E ik fi(z:) |
ren i T =

where o0, are also independent random variables drawn from the Rademacher distribution for
alli=1,2,...,nand k =1,..., K. Correspondingly, the expected multivariate Rademacher
complezity R, (H) is then defined as

R (H) = Eoyup, [Rn(H))],

In the remainder of this section, we provide generalization bounds with respect to the ex-
pected single-variate and multi-variate Rademacher complexities. We note that similar re-
sults can be achieved with respect to the empirical versions of the Rademacher complexities.
Our focus on the expected versions is justified since, for many hypothesis classes H, we can
bound R,,(H) by a term that converges to 0 as the sample size n grows. For example, [9]
establish upper bounds of R, (H) for regularized linear hypothesis classes with the rate of
(’)(\/iﬁ), where the O(-) notation hides dimension dependent constants that depend on the
type of regularization used.

Given a sample {(z;,&;)}",, we aim to provide a high-probability bound on the out-of-
sample risk R(w,, o f), given the in-sample risks Rn(wpn o f) and I%n(wpn o f; pn), that holds
uniformly for any hypothesis f € H. As such, our generalization bound is constructed based
on the the classic generalization bound with Rademacher complexity due to [11], which we
restate below as specialized to the ICEO setting. Recall that ¢ := sup,,cg¢e= c(w,§).

Theorem 3.3.2 ([11]). Let IT be a family of functions mapping from X to S with bounded
Rademacher complezity R, (c o I1). Then, for any § € (0,1], with probability at least 1 — ¢

over i.i.d. data {(z;, &)}, drawn from the distribution D, the following inequality holds for
all m e I1:

)

R(7) < Ru(m)+Ru(coll) +¢ 1032

(S
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The next step of our analysis is to apply the vector contraction inequality of [99] to derive
a generalization bound that depends directly on the multi-variate Rademacher complexity
of the hypothesis class H.

Theorem 3.3.3 (Generalization of ICEO). Suppose Assumption |9 holds and that the hy-
pothesis class H has bounded multi-variate Rademacher complexity R, (H). Then, for any
d € (0,1) and p, > 0, with probability at least 1 — & over i.i.d. data {(x;, &)}, drawn from
the distribution D, the following inequalities hold for all f € H.:

A 212 log (L
Rlw,, o f) < Rn<wpnof)+\i "R, (H) + ¢ Oiff) (3.11)
. 212 log(L
< Ru(wp, 0 f5pn) + C “R(H) + ¢ O;(f)'

Note that the right hand side of the first inequality in Theorem [3.3.3 involves the unreg-
ularized empirical risk, which may be evaluated for any f € H. The right hand side of the
second inequality in Theorem [3.3.3 involves the regularized empirical risk, which is precisely
the objective function of . As mentioned previously, one can often establish upper
bounds on MR, (H) that converge to zero, for example at the rate O(\/Lﬁ) Therefore, Theo-
rem [3.3.3 suggests that we should set the sequence of regularization parameters p,, so that
R, (H)/pn converges to zero as well, in which case the remainder terms on the right-hand

side of (3.11)) converge to zero. We now state the proof of Theorem [3.3.3.

Proof. Proof of Theorem|3.3.3 Due to Proposition|3.3.1.1, in particular the Lipschitz property
of ¢(+) in (3.9), we can apply the vector contraction inequality from [99] which, stated in
terms of empirical Rademacher complexities, yields

. \/§L§

R, (cow,, oH) < p R, (H).

Taking expectations of both sides of the above inequality, with respect to i.i.d. data
{(z4,&)}, drawn from the distribution D, yields

V3L

R,(co W, © H) <
Pn

R, (H).

Then, a direct application of Theorem [3.3.2 yields the first inequality. Finally, for any p,, > 0,
note that R(w,, o f) < R(w,, o f; p,) due to the non-negativity of the decision regularization
function ¢(-), which yields the second inequality. ]
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Leveraging Theorem 3, we obtain the following corollary that provides an upper bound
for the optimality gap, in terms of out-of-sample risk evaluation, for the ICEO minimizer
o
Corollary 3.3.3.1. Suppose Assumption|q holds and that the hypothesis class H has bounded
multi-variate Rademacher complexity R, (H). Then, for any § € (0,1] and p, > 0, with
probability at least 1 — § over i.i.d. data {(x;, &)}, drawn from the distribution D, the

following inequality holds:

pn o o V207 _ 3¢ [2log(2
R(w,, o f)) — R(w,, o f*) < ; R (H) + pudb + 2 n((;),

where ¢ 1= sup,,cg p(w) is the upper bound of the reqularization term which is independent
of the sample size.

Remark. The generalization bound provided in Theorem [3.3.3 involves the Rademacher
complexity R,,(H) of the hypothesis class H, which returns outputs in Ag. It is noteworthy
that, if H involves a softmaz operator, i.e., H = soft o H for some hypothesis class H
outputting in RE, then it is possible to obtain an identical generalization bound involving
the Rademacher complexity 9‘{”(7:[) of the hypothesis class H. Indeed, since the softmaz
function soft is Lipschitz ([55]) with constant 1, the Lipschitz bound can be extended
to a bound involving the outputs of H with the same (L?/p) constant. Alternatively and
equivalently, the vector contraction inequality of [99] can be extended to a Lipschitz mapping
(such as the softmax function) that has both multivariate input and output. This extended
vector contraction inequality can be obtained by a straightforward extension of Lemma 7 and

Theorem 3 of [99] to the multivariate case.

3.4 Computational Methods

In this section, we discuss the computational difficulties of solving the ICEO formulation
(ICEO-p)) and present multiple approaches to address them.

3.4.0.0.1 Non-convexity. First, we point out that the ICEO formulation, (ICEO-p)), is
not a convex optimization problem even in a very simple case where both the objective and
constraints of the nominal optimization problem are linear and the decision regularization is
quadratic, as stated in Example [3.4.1.

Example 3.4.1 (Linear nominal optimization problem). Consider an example with a linear
objective function in the optimization stage, i.e., ¢;(w) is a linear function c]Tw for some ¢; €
R? for all j =1,..., K. Suppose we use the decision regularization function ¢(w) := &{jwl|3.

For any p € Ag, let ¢(p) := Z]K:lpjcj. Then, note that

wp(p) = argmin {e(p)" w + § w3} = argelglin {511(@p)/p) — wliz} = Ts(c(p)/p),

weS
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where Ig(-) is the Euclidean projection operator onto S. Then, is the problem of
minimizing a sum of linear functions composed with projection operators, which is generally
non-convex. At best, when S is a polyhedron, i.e., S := {w € R? : Aw < b} and when we
adopt a linear hypothesis class H = {x + Bz € A : B € RE*P} we can formulate
as a bilinear quadratic optimization problem. Indeed, can be reformulated

as
‘ 1 n K i . .
B 1 ; ;(1{@ = Z}(Bai)jej wi + (p/2)w] w;) (ICEO-p-LP)
s.t. Bwrw’—i_z}{:(Bm)jCTw‘—i_l(i(Bx')'C‘+AT)\)T(i(Bx-)-c-+AT)\))
o Wi Wi — i)jC; Wi 2j:1 i)iCj 2. e

+Ab<0, Vi=1,...,n
Awlgb, VZIL,’)’L
)\lZO, \V/Z:L,n

Note that the dual function of the nominal quadratic optimization is

1 K K

—i(Z(BTxi)jcj + AT\ (B xi) e+ ATA)) = AT

j=1 j=1
thus the dual problem becomes

1 K K

min 5(Z(BT:UZ-)J-CJ- + ATN"(> (B x:)jc; + ATN)) + ATh.

j=1 j=1

The first two group of constraints in (ICEO-p-LP)) is to guarantee that w; and \; are the
optimal primal and dual solutions. The second and third group of constraints are for the
primal and dual feasibility.

As demonstrated above, even in this simplest case, (ICEO-p-LP)) is not a convex opti-
mization problem. Besides non-convexity, a more serious issue from a practical standpoint
is the potential of non-differentiability of the optimal solution mapping.

3.4.0.0.2 Non-differentiability. To solve the non-convex ICEO problem ,
a default approach in machine learning is to use a gradient-based algorithm such as the
basic stochastic gradient descent method. Indeed, in practice gradient-based algorithms
are often able to deliver high quality solutions for machine learning problems, especially in
high dimensions. Unfortunately, applying these basic gradient-based methods to solve the
ICEO formulation poses an additional major difficulty due to the non-differentiability of the
optimal solution mapping w,(-). Although w,(-) is a continuous function, as guaranteed for
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example by Proposition [3.3.1.1, it is generally not differentiable. The non-differentiability
leads to major difficulties in applying gradient-based method while solving [CEO-pl As
reviewed in Section [3.1.1, existing studies that focused on directly learning the optimal
solution mapping w(f*(x)) also encounter the same issue of non-differentiability. does
not discuss much about this. [39] use the output of an automatic gradient function calculated
by back propagation of a neural network. approximate the gradient by solving a group of
linear equations based on KKT conditions. However, all existing methods fail to demonstrate
theoretical reliability or performance guarantees in approximating the gradient.

The non-differentiability of the optimal solution mapping mainly arises from the con-
straints and the points of discontinuity occur where there is a “jump” in the optimal solu-
tion, e.g., in the polyhedral case as in Example [3.4.1. Therefore, a non-differentiable optimal
solution map may also have regions where it is constant (or close to constant), resulting in
the gradient of the ICEO objective being equal to zero. We demonstrate this poor behavior
in Figure where we plot the second coordinate of the optimal solution mapping w,(-)
with respect to the first two coordinates of the input probability vector, for the multi-product
newsvendor problem in Example [3.2.1, demonstrating the piece-wise constant shape. Such
piece-wise constant shapes will greatly impede the performance of gradient-based methods,
even if the gradient is easily calculated. This is because the gradient of the optimal solution
mapping is zero in flat regions creating poor local minima that are very difficult to escape.
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(a) 3-D plot of the optimal oracle. It is clear that
the landscape of the optimal solution mapping
has cliffs and platforms.
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(b) 3-D plot of the approximated oracle con-
structed using polynomial functions. The piece-
wise constant shape is smoothed out.

Figure 3.1: The landscape of the optimal and the approximated oracle.

To address the issue of non-differentiability and its consequences leading to poor local
optima and slow convergence, we develop a framework for approximating the mapping w,(-)
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with a differentiable function @,(-), which allows us to smooth out the optimal solution
mapping and enhance convergence to a good local optimum. Figure is an example of
smoothing out the piece-wise constant shape by constructing an approximate oracle using
polynomial kernel regression. As noted before, gradient-based methods are often highly effec-
tive at delivering high quality solutions to non-convex machine learning problems in practice.
Thus, in a practical sense, the non-differentiability of the optimal solution mapping is a much
more serious concern than the non-convexity. Our general strategy of approximating the op-
timal solution mapping with a differentiable function, for which we expand upon and give
examples in Section [3.4.1, greatly increases the practical viability of the ICEO approach.

3.4.1 Approximate Optimal Solution Mappings

As stated in the previous section, the major computational difficulty in solving the ICEO
training problem in practice is the non-differentiability of the mapping w,(-). To
overcome this difficulty, for any given p, we approximate the function w,(-) with a differen-
tiable function w,(-) : Ax — S. Then instead of (ICEO-g), we solve the following problem:

N
i E;C(wufi) + po(w;) (Approx-ICEO-p)

To construct such an approximation w,(-), we rely on the ability to evaluate the optimal
solution mapping w,(p) for any given p € Ak, as stated in Section . We can then generate
a sequence of samples (p;, w,(p;)) and build an approximation function w,(-) using any class
of continuous functions with enough representation power, such as polynomial functions or
neural networks.

We consider two generic types of approximation schemes for building the mapping @,(:):
(i) uniform approximations, and (%i) high-probability approximations. Uniform approxima-
tion schemes satisfy a uniform error bound, as formalized below in Assumption [3| and can be
achieved by an interpolation method such as the Bernstein polynomial method as described
in Section|3.4.2.1. Note that, for each j =1,..., K and p € Ak, we use the notation w, ;(p)
and 1, ;(p) to refer to the j™ coordinates of w,(p) and w,(p), respectively.

Assumption 3 (Uniform Error Bound). For each j = 1,..., K, there erists a constant

Ejunif > 0 such that the approzimate optimal solution mapping W,(-) : A — S satisfies:

lw,;(p) — @ (p)| < EM,  VpeE Ag.

The uniform error bound in Assumption |3| provides guarantees for the approximation
error over all probability vectors from the simplex Ag. There are two main drawbacks
that apply to all known approaches for achieving a uniform error bound. First, achieving a
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tight uniform error bound requires exact or near-exact computations of the optimal solution
mapping w,(p) for all p € Ag. In practice, we may only have an approximate optimal
solution mapping available. Second, the sample size required by a method that achieves
Assumption [3] for example an interpolations scheme, may be prohibitively large. For these
reasons we are motivated to consider a high-probability error bound, which would hold
for the more realistic approach of using a regression method, possibly with noise in the
output of w,(-), to fit the approximate optimal solution mapping. We consider a generic
approach that uses a hypothesis class G for the approximate optimal solution mappings.
Assumption [4| below formalizes our high-probability error bound, which holds for a wide
range of regression methods including, for example, the polynomial kernel regression method
considered in Section [3.4.2.2. In Assumption [4}, we work with a reference distribution D, on
A that we use to generate samples {p;}", to feed into a regression method. In addition,
for any f € H, we later use the notation Dy, to refer to the distribution on Ag induced by
the marginal distribution D, of z € X.

Assumption 4 (High-probability Error Bound). Let G be a family of candidate approximate
optimal solution mappings whereby w,(-) : Ax — S for allw,(-) € G. Foreachj=1,... K,
there exists a function Sfmb(-, +G) : Nx [0,1) — [0,00) such that, for any distribution D,
on Ak and for any 6 € (0,1], with probability at least 1 — § over m independent samples

drawn from D, with empirical distribution f)g‘, it holds for all w,(-) € G that:

Ep, [[w).(p) = Wy (P)]] = Epy[lwpi (0) = @py (0l < " (m, 6: ).

When using an approximate optimal solution mapping with either a uniform or a high-
probability error bound guarantee, a natural question is: do the performance guarantees of
the ICEO approach developed in Section extend to problem (Approx-ICEO-p)? We now
answer this question affirmatively by extending the generalization bounds of Theorem [3.3.3
to situations with approximate mappings satisfying either Assumption [3] or Assumption [4]
We make an implicit assumption that, after solving problem (Approx-ICEO-p)), the decision-
maker uses the correct optimal solution mapping w,(-) to make decisions. Therefore, the
left hand side of our bounds involve the true risk R(w, o f) with the correct mapping while

the right hand sides involve the empirical risk Rn(ﬁ)p o f) with the approximation (and the
reguarlized version thereof).

Theorem 3.4.1. Suppose Assumption[q holds and that the hypothesis class H has bounded
multi-variate Rademacher complezity R,,(H). Then, for any 6 € (0,1] and p, > 0, we have
the following:

(1) If the approzimate optimal solution mapping w,(-) satisfies the uniform error bound as
stated in Assumption|3, then with probability at least 1 —§ over i.i.d. data {(z;, &)},
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drawn from the distribution D, the following inequalities hold for all f € H.:

VAL

Pn

log

1
R(wp, o f) < Ru(iby, o f) + ——R,(H) + Dy, Zsmf (3.12)

IN

D ()7 \/§Lg - lOg(%) unif
R,(i@0,, o f;pn) + o Ro(H) +e\— &+ Lcjzlgj . (3.13)
(11) If the approximate optimal solution mapping w,(-) comes from a family G satisfying the
high probability error bound as stated in Assumption [f], then with probability at least
1 — 0 over i.i.d. data {(x;,&)}, drawn from the distribution D and over m inde-

pendent samples {p;}", drawn from a reference distribution D, on Ak, the following
inequalities hold for all f € H.:

d m
> 1 TO TO
R(wp, o f) < Ru(th), o f) + Le Y [m > wp(pi) = Wy (pi)| + EP(n,6/2d; G) + EP"°(m, 5 /24; g)]

7=1 =1
212 log(%
+ \/; 20, (H) + diam(S) LTV (D), Dy) + & O;(f) (3.14)
d m
A - 1 ~ T T
< Ry (Wp,, © fipn) + LCZ [m Z |wp,5 (i) — Wp,j(pi)| + EF **(n,6/2d; G) + &7 °®(m, §/2d; Q)]
j=1 i=1
212 log(%
+ \fp R, (H) + diam(S) L TV(Dyay, Dp) + € Oiff). (3.15)

3.4.2 Approximate the Optimal Solution Oracle by Polynomials

In this section, we provide two examples of using polynomial functions to approximate the
optimal solution mapping: (i) interpolation using Bernstein polynominals, which satisfies a
uniform error bound, and (7i) polynomial kernel regression, which satisfies a high-probability
error bound.

3.4.2.1 Bernstein polynomials.

One example for approximating the optimal solution mapping is interpolation using Bern-
stein polynomials, for which we review the definition below.

Definition 3.4.1 ( Bernstein approximation ([38])). For a given function w : Ay — R,
the Bernstein approximation with order s, Bs(w) : Ax — R, is defined by:

B = Y o(2) S weear

S
acl(K,s)

where (K, s) :== {a € N[| Zfil a; = s}, al :=TLoy!, and p* := pi* - - pgk.
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Using Bernstein polynomials, based on a result of [38], we can achieve a uniform bound
of the approximation error as described in Assumption

Proposition 3.4.1.1. For a given p > 0, suppose that we use the Bernstein approximation
method (Definition |3.4.1) applied separately to each coordinate function w, () to construct
an approximate optimal solution mapping W,(-). Then, W,(-) satisfies the uniform error

bound in AssumptionH with S}mif = S\L/g,where Q > 0 is an absolute constant.

Proof. Proof of Proposition [3.4.1.1 This result directly follows from Theorem 3.2 in [3§]
together with the Lipschitz property from Proposition [3.3.1.1. O]

Given the result in Proposition[3.4.1.1, we can immediately obtain a generalization bound
for the Bernstein approximation method by applying item (i) of Theorem @ While the
Bernstein polynomial method provides a strong uniform error bound guarantee, there is a
significant drawback in the number of samples required to obtain this bound. Indeed, to
accomplish this approximation, it involves knowing function values of w,;(-) on the grid
Ak = {w € Ag : sw € NE} which has (%) many points in total. As such, the number
of calculations of w,(-) may be prohibitively large, which motivates the use of regression

methods.

3.4.2.2 Polynomial kernel regression.

In this section, we consider using the less computationally prohibitive regression methods
that lead to high-probability bounds as in Assumption 4} As an exemplary case, we consider
the polynomial kernel regression method. In this setting, we allow for the possibility of a
“noised oracle” whereby the optimal solution mapping is not computed exactly. Specifically,
the noised oracle outputs w,(p) + o¢ instead of w,(p), where ¢ is a d-dimensional standard
Gaussian random vector and o is a scalar that represents the standard deviation of the noise.
The approximate oracle w,(-) is constructed on independent samples {(p;, w;) }/~; where p; is
drawn from the reference distribution D, and w; is computed from the noised oracle. That is,
we assume that w; = w,(p;) + og; for {g;}1, that are i.i.d. realizations of Gaussian random
variables. These samples can be achieved by first generating {p; }!", randomly from following
any user-chosen distribution D, over the simplex Ax and then calculating {w;}", from a
(possibly randomized) algorithm for approximating w,(-). Note that we do assume that the
noise is Gaussian, which may be a reasonable assumption for some algorithmic schemes for
approximating w,,(-).

The approximate optimal solution mapping is learned using polynomial kernels k(p, p’) =
(c+pTp')*, where s € N is the degree parameter. In the remaining part of this section, we let
G denote a function class induced by a polynomial kernel of degree s and let || - ||g denote any
norm defined on G. Note that G is a convex, star-shaped function class [143]. For the function

class G and a given sample {p;}!",, let 7,(G, {p;}}",7) = infueg:Hqugr(% o (u(ps) —
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w,;(p:i))?)/? denote the fitting ability for w,; using the kernel function class G within a
user-defined radius r. Given the function class G and a given sample {(p;, w;)}",, the
method of kernel ridge regression estimates the approximate optimal solution mapping w,(-)
by solving:

m

min l (u(p;) — wi’j)Q (3.16)

u€G:||lullg<r M “ T
1=

The corresponding high-probability approximation error bound for learning the noised
oracle using polynomial kernel ridge regression.

Proposition 3.4.1.2. Let G denote a function class induced by a polynomial kernel of degree
s, suppose that the noise of the output has standard deviation o, and that we construct the
approzimate solution mapping w,(-) using kernel ridge regression with a user-defined
radius v > 0. Then, there exist absolute constants ¢,é such that for all d,, > co—(S L)L 1

(s—1)IK! m’
we have
1 =~ . m
p— > (W,5(pi) — w,i(pi))* < @(@mi(G D}, r) +r°0%),
i=1
with probability at least 1 — ¢3 exp(—¢ ”;T 62) for each coordinate j = 1,..., K. Moreover,
for any 0, that satisfies 6,, > c3 7711 (é 11+,I;<, , if it also holds that m6?, > & log(4 log( ))

then

1/2
E,[(w0,,;(p) — w,;(p)) 1/2 ( Z Wy, (Pi) wp,j(pi))2> < &0,

with probability at least 1 — ¢4 exp(—¢) 02’2“) for each coordinate j =1,..., K.
The main body of the proof is a generalization of the result in Example 13.19 of |143].
We have the corresponding generalization bound in the following corollary.

Corollary 3.4.1.1. Suppose Assumption|g holds and that the hypothesis class H has bounded
multi-variate Rademacher complexity R, (H). Suppose further that we employ kernel ridge
regression using a function class G induced by a polynomial kernel of degree s under
the same conditions as in Proposition . Then, for any 6 € (0,1] and p, > 0, the
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following inequalities hold for all f € H.:

d
R(wp, o f) < Rn(wpn of)+ Le 2[6372(9771 +0n) + 75(G, {pi iy, 1) + €1700]

J=1

V3L

i _|log(3)
> Ra(H) + Lty /2TV (D), D)+ —

d
< Rn(@pn o fipn) + Le 2[53r2(0m +0n) + Tj<g7 {pitity,r) + E,1746771]

j=1

_'_

VAL

§ _[log(3)
> Ra(H) + Lty 2TV (Dyiay, D)+ —

with probability at least 1 — 0" over i.i.d. data {(z;,&)}r, drawn from the distribution D and

=/ mr2 =/ m972n

over m independent samples {(p;, w;) }2,, where §' = 64-Co exp(—5 502, )+C4(exp(—c, =52 )+

+

exp(—éﬁl%’%)) and 6,,, 0, and 0,, are chosen to satisfy the conditions in Proposition|3.4.1.2.

3.4.3 Computational Methods for the Semi-algebraic Case

In this section, we present an approach based on polynomial optimization in the case
where the objective of the downstream optimization problem is semi-algebraic and we use
a linear hypothesis class. In this case, when we additionally use a polynomial approxi-
mation w,(-), we can reformulate the approximate ICEO formulation (Approx-ICEO-p)) as
a polynomial optimization problem, which can be solved with a hierarchy of semi-definite
optimizaiton problems. Specifically we assume that both ¢ and ¢ are semi-algebraic func-
tions and we consider the linear hypothesis class H = {f(z) : f(x) = Bz +b,(B,b) € B}
where B(X) = {(B,b) € RE*P x RE : f(x) € Ag Vx € X} ensures that the output of the
hypothesis returns a feasible probability vector. In this section, we demonstrate an exact
solution method for the semi-algebraic case by transforming the (Approx-ICEO-p)) to a poly-
nomial optimization program. Before we reach the reformulated problem, we first review the
definitions of semi-algebraic sets and semi-algebraic functions.

Definition 3.4.2 ( Semi-algebraic set ([88])). K C R" is a basic semi-algebraic set if
K={xeR":gj(x)>0,j=1,...,m}

for some polynomial functions (g;)72,, i.e., (g;)72; C R[x], where R[z] denotes the ring of
real polynomials.

Similarly, a semi-algebraic set is defined by not only a finite sequence of polynomial
inequalities, but also equations, or finite union of these.
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Definition 3.4.3 ( Semi-algebraic function ([88])). Let K be a semi-algebraic set of R™.
A function f: K — R is a semi-algebraic function if its graph ¥y := {(z, f(z)) : € K} is
a semi-algebraic set of R™ x R.

Functions generated by finitely many of dyadic operations {+, x, +, V, A} and monadic
operations | - | and (-)'/4, ¢ € N, on polynomials are semi-algebraic.

Note that with the linear hypothesis class, we need an additional constraint Bx+b € Ak,
to guarantee that the output f(z) is a valid probability vector for any x € X. We also assume
that X is a polyhedron, i.e. X := {x € R?: Az > a} for some A € R™*? and a € R™. Then
the problem [Approx-ICEO-p| becomes:

min % ; c(w;, &) + ggb(w,) (Poly-Approx-ICEO-p,,)

s.t. w; = w,(Bx; +b)
Bxr+be A, Ve e X ={zx e R’ : Az > a}

Note that the approximated oracle @,(-) is constructed by polynomial kernels, so the first
group of constraints are polynomial functions. Then we show that the second group of con-
straints can be reformulated to a group of linear constraints using the following proposition.

Proposition 3.4.1.3. Suppose X := {x € R : Ax > a} for some A € R™*? and a € R™,
then the constraint
Bx+be A, Ve e X

can be rewritten as the following group of constraints by introducing new decision variables
yeR™kE=1,....K, z,u e R™

CLTykZ—bk Vk?zl,,K
ATyk:Bk Vk‘zl,,K
at2>1—-17p

ATz = BT
a’u>—-1+17b
ATy =—-B"1

Y, 2, u >0 Vek=1,...,K

We have now shown that problem (Poly-Approx-ICEO-p,,) is a problem optimizing a
basic semi-algebraic function on a basic semi-algebraic set which, by Proposition 11.10 of
[88], can be reformulated as a polynomial optimization problem, which can be solved by
solving a hierarchy of semi-definite problems.
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3.5 Numerical Experiments

In this section, we demonstrate the numerical performance of our proposed ICEO frame-
work using synthetic data. We first summarize the benchmark methods that we adopted for
comparison:

1. Sample average approximation (SAA). In this benchmark, the decision-maker simply
ignores the contextual features and minimizes the average of cost functions using em-
pirical distribution of the observations of the random parameter.

2. The two-step estimate-then-optimize (ETO) method based on cross-entropy loss (ETO-
Entropy). In this benchmark, we estimate the hypothesis f € H using the cross-
entropy loss function (a standard loss function for multi-class classification) instead of
the downstream optimization goal.

3. The prescriptive method (PRES) proposed by [18]. We consider the KNN-based
(PRES-KNN) and kernel-based (PRES-Kernel) variants.

4. The stochastic optimization forest (SO-Forest) method proposed by [70].

3.5.0.0.1 Data Generation Process. The synthetic data is generated in the following
manner. The features x; € RP are generated independently following the multi-variate
Gaussian distribution x; ~ N (0, M 1,) for some constant M > 0 and where 1, is an identity
matrix. Then we consider K = 4 scenarios for the random parameter & € R?, ie., = =
{Z1, Z9, 23, 24}. Then, the corresponding conditional probability vector of ; is generated
according to soft((B*z; + b*)%8), with B* € R¥*?_ p* € RX and deg a positive integer
being parameters set before the data generation process. Then, &; takes the value of Z; with
probability p;(z) = soft((B*z; + b*)4); for all k =1,..., K.

3.5.0.0.2 Optimal Solution Mapping Approximation. The optimal oracle is ap-
proximated using neural networks in the experiment. We first generate a data set {(p;, w;) }7,
by uniformly sampling p; from the simplex Ak and then generating w; := w,(p;). Then we
train a neural network with one hidden layer to approximate the oracle. The neural network
is trained with respect to the mean absolute percentage error (MAPE) loss.

3.5.0.0.3 ICEO Hypothesis Learning. In this experiment, we consider two candidate
hypothesis classes for H. First, we consider a softmax function composed with a linear
function class, whereby H; := soft o Hy and H; := {x — Bz + by : B € RE*? b, € RX}.
The other case is Hy := soft o 7’22 where 7:[2 denotes a neural network with one-hidden layer.
When the degree parameter deg of the data generation process is higher than one, then
there is a model misspecification when learning the ICEO hypothesis with H; since the true
hypothesis f*(x) := soft((Bz; + b)) is not in the hypothesis class H; when deg > 1. In
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both cases, we solve (Approx-ICEO-p) using the Adam optimization algorithm ([78]) to learn
the hypothesis.

3.5.1 Multi-item Newsvendor Problem

We consider the multi-item newsvendor problem, as in Example [3.2.1, with synthetic
data. We consider d = 2, which is the case where the newsvendor jointly decides the order
quantities of two products with an overall budget of 50. The decision variable w € R? and
random demand & € R? are both two-dimensional, corresponding to the order quantity and
demand of the two products. The newsvendor aims to minimize the total inventory cost as
formulated in , with unit overstock costs h; and hs set to 1 and 1.3 and unit stockout
cost by and by set to 9 and 8 for the two products, respectively.

3.5.1.0.1 Results and Comparisons with Benchmarks. In this experiment, we con-
sider {Z, := (33,15),2y := (71,4),23 := (17,47),24 = (4,43)}. In the data generation
process, we set M = 5, deg = 1, and each element of B as an integer between 0 and
150. We set the regularization coefficient p = 0.01. We consider multiple training set sizes
n € {100,300, 500,700} and for every value of n, we run 25 simulations. We use a valida-
tion set to tune the hyper-parameters for PRES-KNN, PRES-Kernel, ETO-Entropy and the
ICEO method. For the SO-Forest method, we adopt the default setting provided in [70]. To
evaluate out-of-sample performances of all these methods, we generate a test set including
1000 samples in each simulation. We would like to emphasize that we evaluate performance
using unregularized ICEO objective (i.e., the newsvendor cost (3.4)) rather than the ICEO
objective with regularization.

Figure demonstrates the performance of the ICEO method and the non-parametric
benchmarks. As demonstrated in this plot, the ICEO method outperforms all benchmarks
with all training set sizes. The advantage of the ICEO method compared to the best bench-
mark (PRES-KNN) is more significant when the sample size is small (n = 100), which agrees
with our intuition that nonparametric methods should perform better with more data. When
compared with non-parametric prescriptive methods, our method shows the benefit of mod-
eling the underlying conditional distribution.

3.5.1.0.2 Results on Model Misspecification We also investigate the case of model
misspecification under the softmax linear hypothesis class H;. Since the ICEO method and
ETO-Entropy are the only two methods that involves modeling the underlying conditional
distribution using this hypothesis class, we compare the performance of just these two meth-
ods. To evaluate the performance of both methods, we consider the newsvendor cost on a
test set with size 1000 in each simulation. To better quantify the improvement of ICEO
compared to ETO-Entropy, we define the relative improvement as COSt(EEOC;(g;t(r)opgziltr?s;?CEO)

In Figure we show the performance of the ICEO method compared to the two-step
ETO- Entropy method and Figure [3.3b] demonstrates the relative improvement of the ICEO
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Figure 3.2: Comparison of ICEO with benchmark methods on the multi-item newsvendor prob-
lem.

method as compared to the ETO-Entropy method. As we can see, under model misspeci-
fication, ICEO consistently outperforms two-step ETO-Entropy method and the advantage
increases when the degree of model misspecification increases. Both plots demonstrate the
advantage of considering the ultimate optimization goal while estimating the conditional dis-
tribution. In addition, we note a decreasing trend of the out-of-sample cost for both methods
in Figure [3.3al Indeed, as the degree of model misspecification increase, the components in
the probability vector become more concentrated on a single outcome. In other words, with
a higher degree of model misspecification, the demand becomes more deterministic, which
makes it easier for both methods to learn the conditional demand distribution and results
in smaller cost values.

3.5.2 Quadratic Cost Network Flow Problem

In this part, we consider the minimum cost network flow problem. The problem formu-
lation is as stated in Example @, where g4(wq, &) = ca(wg — &4)?. We consider a simple
network demonstrated in Figure [3.4] where there are two source nodes 1 and 2, and two sink
nodes, 3 and 4. The amount of flow that sources out of each of the source nodes 1 and 2
must be no less than a threshold equal to 10. Similarly, the amount of flow that goes into
each of the sink nodes 3 and 4 must be at least 10. We let wy, wo, w3, ws4 denote the amount
of flow on arcs (1,3),(1,4),(2,3),(2,4), respectively.

3.5.2.0.1 Results and Comparisons with Benchmarks. In this experiment, we con-
sider randomly generated {2, = (7.004, 8.442,6.765, 7.279), 2, = (9.515,0.127,4.136,0.488), Z3 =
(0.999,5.081,2.002,7.442), 2, = (1.929,7.008,2.932,7.745)}. Furthermore, the weights of
each arc ¢y, co, c3, ¢4 take the values of 1,3,2,2 respectively. The regularization coefficient
p = 0.01 and deg = 1. We consider ETO-Entropy, SAA, PRES-KNN, PRES-Kernel as
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Figure 3.3: Comparison between ICEO and ETO-Entropy under model misspecification on the
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Figure 3.4: Network graph

benchmarks. We do not include SO-forest as a benchmark because there is no existing im-
plementation of SO-forest for the quadratic cost network flow problem. As in Section [3.5.1,
we consider multiple training set sizes n € {100, 300,500, 700}, we run 25 simulations for
each sample size, and the test set includes 1000 samples in each simulation. To tune the
hyper-parameters for ICEO, ETO-Entropy, and the two prescriptive methods, PRES-KNN
and PRES-Kernel, we use a validation set including 1000 samples.

Figure compares the test-set performance of the ICEO method and benchmarks. As
demonstrated in this plot, the performance of ICEO method outperforms all benchmarks.
Compared to the best benchmark (PRES-KNN), the advantage of ICEO is more significant
when sample size is limited.

3.5.2.0.2 Results on Model Misspecification. As in Section|3.5.1, we investigate the
case of model misspecification when considering the softmax linear hypothesis class H;. Simi-
lar to Section|3.5.1, we compare the test-set performances of ICEO and ETO-Entropy. Figure
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Figure 3.5: Comparison of ICEO with benchmark methods on the min-cost network flow problem.

* — ICEO i
i —— ETO-Entropy 40%

b on,

-I-T-.E.I. =

0 1 2 3 4 5
Degree of model mis-specidication

(2] ~
o o
Improvement

Network flow cost
(2
o

N
o

w
o

0 1 2 3 4 5
Degree of model mis-specidication

(b) Improvement of ICEO compared to ETO-

(a) Out-of-sample performance Entropy

Figure 3.6: Comparison between ICEO and ETO-Entropy under model mis-specification on the
min-cost network flow problem.

demonstrates the test-set performance and Figure illustrates the improvement of
ICEO method compared to the two-step benchmark, ETO-Entropy. In each configuration,
we conducted 15 simulations. Figure demonstrates that the ICEO method always out-
performs the two-step benchmark Entropy. According to Figure there is a significant
increase in the improvement of when model misspecification is introduced, which, again,
demonstrates the advantage of integrating the optimization objective into the estimation
stage. Figure [3.6b| also demonstrates an appearing trend that the improvement of ICEO
compared to Entropy is increasing as the degree of model misspecification increases.
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3.6 Conclusion

In this paper, we propose a new framework for estimating the underlying conditional
distribution in contextual stochastic optimization. The proposed ICEO framework uses a
flexible hypothesis class to learn the hypothesis by incorporating the downstream optimiza-
tion goal.

The ICEO framework developed herein applies to the case where the random parameter
is a discrete random variable and the nominal optimization problem is convex. To address
the issue that the optimal solution oracle may have multiple outputs, we consider an ad-
ditional strongly convex decision regularization function for both the oracle and the ICEO
objective. We then prove that the ICEO method is asymptotically consistent and provide
finite-sample analysis in the form of generalization bounds. Moreover, we investigate the
non-differentiability of the regularized optimal solution oracle which often leads to computa-
tional difficulties in calculating the gradients and poor local minima that are hard to escape.
We address this issue by approximating the regularized oracle using differentiable functions.
We then provide possible approximation error bounds and the corresponding generalization
bounds when using the approximated oracle. For the cases when the nominal optimization
problem is semi-algebraic, and when the approximated oracle is constructed using polyno-
mial functions, the ICEO problem can be reformulated as a polynomial optimization problem
and thus solved for the optimal solution up to arbitrary accuracy by solving a hierarchy of
semi-definite problems.

Naturally, there are many potential directions to investigate for future work. One possible
direction is to generalize the I[CEO framework to the infinite dimensional case where the
random parameter is a continuous random variable. Besides, one may also investigate the
ICEO framework in the high-dimensional setting or when the data is non-stationary.
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Chapter 4

Distributionally Robust Conditional
Quantile Prediction with Fixed
Design

4.1 Background and Motivation

The objective of quantile prediction is to estimate or predict a quantile of a random
variable. This classic yet meaningful topic has numerous applications, including in operations
research, economics, and finance. One example is the famous newsvendor problem in the
operations research community, where the solution to this problem involves predicting a
specific quantile of the random demand (e.g., see [134]). In the sector of finance, the solution
to the well-known value-at-risk(VaR) problem involves finding the quantiles of profit and
loss (e.g., see [12]). For economic policymakers, two critical indicators, namely, systemic
real risk and systemic financial risk, are defined as the quantiles of GDP growth and of
financial risk indicator, respectively ([83]). Given that these random variables of interest
depend considerably on related covariates/features, conditional quantile prediction becomes
a factor. Similar to the aim of univariate quantile prediction, that of conditional quantile
prediction is to estimate a specific quantile of a particular random variable (i.e., the response
variable, say, y € R ) that is conditioned on the information provided by observed related
covariates, r € RP.

In practice, when historical observations {(x;, ;) })x., are available, solving the aforemen-
tioned conditional quantile prediction problem is inherently tied to the well-known quantile
regression technique (e.g., see [81, |82, 80]). In a simple linear model setting, the 7th condi-
tional quantile of y is assumed to be a linear combination of covariates x, for any 7 € (0, 1).
Moreover, the coefficients are often estimated using the linear quantile regression technique
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via solving the following simple optimization problem,

min Z p-(yi — BT xy), (4.1)

BERP £

where p-(u) = u(T — I(u<o)) is the quantile loss function (see Sections 1.3 and 1.4 of [81]).
It should be noted that solving is equivalent (up to scaling) to seeking the optimal
policy for the newsvendor problem under the setting in which demand linearly depends on
exogenous variables. This problem is also called the data-driven / big data newsvendor
problem and has been extensively studied thoroughly in existing literature (e.g., [20] and
[10]).

To establish theoretical performance bounds, current studies assume the availability of
independent and identically distributed (i.i.d.) data, where the i.i.d. assumption is made for
both the response variable and the exogenous features ([10], [81]). Although this assumption
is appropriate in some limited contexts, it is often unrealistic in many real-life problems. This
is because the external features might be predetermined or designed so that the data samples
cannot be treated as realizations of a random variable whose law follows an underlying
distribution. In these cases, the design points , xq, ..., z,, should be treated as deterministic
rather than random. This interpretation of the design points is called the fized design in
regression analysis (e.g., [124]). The following are some related examples:

1. Fashion goods demand: Fast fashion brands, such as Zara, H&M, and Gap, issue
hundreds of “micro-seasons” per year. This frequent delivery of new products provides
opportunities for data-driven solutions in estimating demand and managing inventory.
Suppose a fast fashion company aims to forecast sales of a new product based on
historical observations of other products. The style, color, and materials often serve as
important contextual information for predicting demand. However, these factors are
not randomly determined. Instead, they are carefully determined by fashion designers
based on certain fashion trends and principles.

2. Promotions and pricing decisions: Promotions are typically used as a price inducement
to attract price-conscious buyers who are not interested in regular-priced products. For
e-commerce companies, promotions generate more website traffic that can be converted
to sales. Therefore, promotions and prices are non-negligible side information when
predicting sales. However, promotions and prices are carefully determined, often by
the revenue management team according to certain strategies. In fact, promotions and
prices are decision variables themselves in many cases.

3. Chemometric problems: Chemometric problems require that statistical methods be
applied to chemical data analyses. By producing and analyzing observational data,
chemometricians understand and improve industrial chemical processes when conduct-
ing food research and environmental studies. The covariates in chemometrics are often
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controlled and calibrated based on experimental principles. These settings offer a huge
potential for the application of functional regression tools in fixed-design settings ([52]).

4. Pharmacology analysis: In the field of pharmacology, treatment effects are often esti-
mated based on collected observations of amounts of drug dose and outcomes. Thus,
it is natural to apply a fixed-design setting to pharmacology problems.

By contrast, let us assume the design points as random fall into the category of random
design. The evaluations of out-of-sample performances between fixed- and random-design
settings are different. In a random-design setting, an estimator is evaluated on a random
set of observations that are generated from the same underlying distribution as the training
observations, whereas in the fixed-design setting, an estimator is evaluated on given feature
vectors (for details, see [29]).

Adopting a fixed-design setting, we focus on proposing a robust and practical approach
for the conditional quantile prediction problem. More specifically, we consider a distribu-
tionally robust optimization (DRO) framework. Under this framework, an ambiguity set
of possible probability distributions is constructed using available data and/or other prior
information, and an objective function is formulated as to minimize the worst-case expected
cost over the ambiguity set. We construct the ambiguity set by including all the proba-
bility distributions that are sufficiently close to a nominal distribution with respect to the
Wasserstein distance ([71]). When external features are considered as random with i.i.d.
observations, existing results of a data-driven DRO (DD-DRO) approach can be applied.
These results use the Wasserstein metric as the distance measure and the empirical distri-
bution as the center /nominal distribution (e.g., |46, 57, 22]). For instance, by leveraging the
recent measure concentration results of the empirical distribution (cf. [23|51]), [46] obtained
good out-of-sample performance guarantees. [22] also investigated similar problems under a
more general setting and derived theoretical results such as strong duality and estimation of
the tolerance region.

However, in contrast to DD-DRO studies that assume the existence of i.i.d. observations,
these data are not accessible under the fixed-design setting that we adopt. As the distribu-
tions of the samples {y;}~, depend on the exogenous features {z;},, which are given and
not always identically distributed, the {y;}}¥, are neither. By contrast, setting features as
given does not affect the independence of {y;},.

In this study, we provide a data-driven distributionally robust approach to address the
conditional quantile prediction problem. We assume that there are accessible historical
observations of predetermined features {z;}¥, and of the corresponding response variable
{y:}¥,, which are independent but not identically distributed. The lack of i.i.d. samples
makes our framework non-trivially distinguishable from those proposed in existing literature.
Thus, it should not be viewed as an easy application of the existing DD-DRO works. More
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specifically, we first propose a method that carefully chooses a nominal distribution as the
center of a Wasserstein ambiguity set. We then derive the measure concentration results for
this nominal distribution under mild conditions. Such measure concentration results further
lead to finite-sample performance guarantees. Moreover, in Section [4.6] we show that for
the considered quantile prediction problem, the DRO solution with a random-design setting
coincides with the sample average approximation (SAA) solution. In other words, the SAA
solution maintains a certain level of robustness under the random-design setting. However, in
Section [4.7], we demonstrate that for applications that should adopt the fixed-design setting,
the SAA solution is no longer robust. Therefore, the proposed DRO approach is necessary
for these fixed-design circumstances.

Our contributions can be summarized as follows:

— DD-DRO with non-i.i.d. observations. Through the lens of DRO, we examine the
quantile prediction problem with observed feature information. In other words, we
assume that observations are given in a non-i.i.d. manner, such as through a series
of controlled experiments, and that features are observable or designed prior to the
decision-making process. To the best of our knowledge, this is the first time that a
distributionally robust framework has been built for this type of non-i.i.d. setting.

— A regress-then-robustify framework with performance guarantees. We propose a regress-
then-robustify framework and consider the ambiguity set as a Wasserstein ball. By
choosing a surrogate empirical distribution as the center of the Wasserstein ball, we
ensure the existence of measure concentration results. Thus, under much milder con-
ditions, we achieve finite-sample performance guarantees and asymptotic consistency.

— A polynomially solvable reformulation. Under the aforementioned construction of the
Wasserstein ambiguity set, an effective and practical reformulation is achieved. The
objective function is decomposed into two simple terms, and the DRO solution is con-
sistent with the empirical quantile solution of ordinary least squares (OLS) residuals,
due to the piecewise linear property of the quantile loss. Notably, this reformulation
is polynomially solvable using linear regression followed by residual sorting.

The remainder of this paper is organized as follows. Section |4.2{reviews related literature,
and Section describes details of the problem setting and our two-step DRO framework.
In Section 4.4} we state the simple and practical reformulation and in Section 4.5, we de-
velop the finite-sample performance guarantees as well as the asymptotic consistency. A
comparison with the conditional quantile prediction problem under a random-design setting
is demonstrated in Section [4.6] Section reports numerical performances of our proposed
DRO method under a fixed-design setting. Section discusses possible extensions to the
case of heteroskedasticity. Section [4.10] concludes the study.
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4.2 Literature Review

Our work extends the data-driven DRO framework to incorporate side information as
observed features when i.i.d. samples are assumed to be unavailable. Moreover, we provide
a robust data-driven solution to the quantile prediction problem with both finite-sample
performance guarantees and asymptotic consistency. Notably, the newsvendor problem,
which is one of the most popular and well-studied inventory models, essentially predicts a
certain quantile of the demand. Therefore, in this section, we first review the literature on
quantile regression and the newsvendor problem when external features are considered and
historical data are available. We then review some of the current studies on distributionally
robust approaches and end the section with an overview of the studies that considered the
non-i.i.d. process under a supervised learning framework.

From the perspective of data-driven decision making, [20] proposed linear programming
models to deal with the case in which demand is a linear combination of some exogenous
variables and a random shock. [127] then extended this approach to the case in which demand
is censored. However, in both studies, the solution involved minimizing an objective of the
in-sample cost following the empirical risk minimization idea (also known as the already
defined SAA), which essentially assumes that real demand follows the empirical distribution
of the samples. Later, |[10] incorporated regularization for dimension reduction and proposed
a nonparametric approach based on kernel regression. Assuming that demand process is
bounded, that the random shock density function has a bounded support, and that samples
are i.i.d., the authors derived a high probability bound for a finite-sample optimality gap.
Similar to |10], we provide a finite-sample performance bound but through a different DRO
framework under milder conditions. Other studies that incorporated features in decision
models, including [130] and [60], investigated topics different from ours.

In addition to that described in the aforementioned work ([10]), another method to
achieve out-of-sample performance guarantees is to use the concept of robust optimization.
Its application to newsvendor/quantile prediction problems dates back to 1958, when [129]
proposed a min-max solution. Considering all the possible values of the demand, a worst-
case solution is used as the decision. Other studies that fall within this stream include [94}
118]. This approach, although it increases robustness, is too conservative in many cases.
For example, optimality may be compromised in coping with extreme values of demand that
seldom occur.

To address these issues, the DRO framework has gained popularity in recent years. In
this setting, an ambiguity set of possible probability distributions of demand is constructed,
and the objective function is formulated with respect to the worst-case expected cost over
the choice of a distribution in the set. The ambiguity set can be constructed based on either
distributional information or historical data.
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With certain distributional information, the DRO approach has been applied to the
newsvendor/quantile prediction problem. [112] studied the newsvendor problem with par-
tial information about the demand distribution (e.g., mean, variance, symmetry, and uni-
modality) and derived ordering quantities that minimize the worst-case costs. In special
cases, closed-form solutions are derived, and their relationship to entropy maximization is
established. Similarly, [155] focused on a case in which the mean of the demand and the
variance (or support) are known. Instead of the worst-case newsvendor cost, they attempt
to minimize the regret with respect to the expected cost based on complete information.
[118] incorporated conditional-VaR-based profit maximization under the assumption of an
ellipsoid or box discrete distribution; and [152] demonstrated that optimal ordering decision
with discrete demand is quite different from that with continuous demand.

The DD-DRO framework incorporates historical data points into the DRO framework.
Various approaches have been developed to construct the ambiguity set. For example, [147]
constructed an ambiguity set whereby the observed data achieves a lower-bounded empiri-
cal likelihood and [17] used the confidence region of a goodness-of-fit test. Another widely
adopted method to construct the ambiguity set is to first determine a nominal distribution
based on the observed samples (e.g. empirical distribution), and then include all probability
distributions that are close to the nominal distribution, with respect to a certain probabilistic
metric. Popular probability metrics include the ¢-divergence (see |13, 69, |146] ), Prohorov
metric (see [45]), and Wasserstein distance (see [46, 153, |57, |22, 21]). For example, [119] lim-
ited the variance distance between the candidate distributions and the nominal distribution;
[57] measured the distribution distance using the Wasserstein distance instead. Among these
metrics, the Wasserstein distance stands out because of two important features. The first
is its ability to characterize the distance between a discrete and a continuous distribution.
The second is the fact that it is a true distance metric that possesses nice properties such
as being symmetric with the triangle inequality holds. Thus, the Wasserstein distance has
become increasingly popular in recent years and is chosen for this study.

One important application of the aforementioned DD-DRO is to robustify the statisti-
cal /supervised learning problems. [1] applied the distributionally robust approach to logistic
regression with a Wasserstein ambiguity set. The authors provided a tractable reformulation
and encapsulated the classical regularization as special cases. [56] further established the
connection between the Wasserstein distributionally robust approaches and regularization. A
broad class of loss functions was identified for which the DRO approach with Wasserstein am-
biguity set was asymptotically equivalent to a regularization problem with a gradient-norm
penalty. [21] also showed that certain machine learning problems with regularization can be
viewed as solutions to DRO problems. The authors introduced a method known as robust
Wasserstein profile inference for select regularization parameters without cross-validation.
In addition to the Wasserstein ambiguity set, [62] applied the f-divergence to classification
problems when analyzing a distributionally robust supervised learning problem.
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Nevertheless, all of these approaches assume a stationary unchanging environment in
which the data points can be considered as i.i.d. samples. This assumption is impractical in
many real-world applications. To this end, supervised learning without the i.i.d. assumption
has been studied. [137] and [138] analyzed the case of covariate shift when the training and
test data were from different distributions. [103, 104] and [120] studied a scenario in which
observations were drawn from a stationary ¢-mixing or [-mixing sequence. This type of
sequence assumes dependence between observations in which the dependence weakens over
time. However, none of these studies that relaxed the assumption of i.i.d. samples considered
the robustness of their learning framework. With non-i.i.d. samples, our work is the first
to link studies in the machine learning community with those in the robust optimization
community.

Based on our results as presented in Section[4.3] the solution of our approach is consistent
with that of a currently used procedure in industry in which the quantile of the response
variable is estimated by ranking the residuals of a regression model (|34, |151] ). This method
is easy to implement and has good performance in practice in many different fields. For
instance, [42] used the percentiles of residual ranks to estimate childhood obesity, and [50]
used the same approach to study the growth of student test scores.

A similar idea to that of our two-step framework has been adopted for conformalized pre-
diction. A conformalized prediction involves first training a regression model on a training set
and then using residuals on a validation set to estimate the uncertainty of a future prediction
(readers may refer to [132] for a detailed review). [122] and [79] independently investigated
the conformalized quantile regression (CQR) method, which combines the method of confor-
malized prediction and quantile regression. The CQR method provides confidence intervals
for quantile estimators with a high probability. [140] then extended the CQR method un-
der the setting of covariate shift. Our work is different from this stream of research in two
respects. First, CQR methods have been used to solve for a confidence interval of quantile
estimators, whereas we investigate this problem from an optimization viewpoint and provide
an upper-bound of the out-of-sample objective cost with high probability. Moreover, the
aforementioned works all assumed the training dataset to be exchangeable or i.i.d., whereas
we adopt a fixed-design setting in which the exchangeability and i.i.d. assumption do not

hold.
4.3 Problem Formulation
In this work, we consider a linear model as follows:
y=/rx+e, (4.2)

where y € R is the response variable of interest, x € R? is a vector of explanatory variables
without an interception term, By € RP is the vector of linear coefficients and € € R is a
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random innovation. In addition, € is assumed to be independent of x and is i.i.d. in all
instances with zero mean and unknown variance o2. Note that the distribution of ¢ is not
necessarily normal. Since we adopt a fixed-design setting, all feature observations {;},
are treated as deterministic rather than random.

Note that the 7th quantile of a random variable y is defined as

Q-(y) = inf{q: Py < q) > 7}. (4.3)

Under the fixed-design setting that we adopt, we are concerned with out-of-sample perfor-
mance with some given feature vector x = ¢. By the linear model (4.2)) and the independence
between x and ¢, the conditional quantile admits the following form for any c:

Q- (yle) =Q- (85 ¢+ ¢le)
:ﬁgc + Q‘r(g)
=80 c+ s, (4.4)

where s, := Q,(¢) is defined as the 7th quantile of e.

In addition to the definition (4.3)), @, (y) can also be defined as the solution of a stochastic
optimization problem:

Q-(y) = argmin E[p,(y — q)] (4.5)

q
where p, is the quantile loss function (also called the check function) which takes the form

of
TU if u>0,

(1—Du ifu<O. (4.6)

pr(u) = u(T — Iu<o)) = {

When no intercept term exists in x, equation (4.4)) is identifiable. Thus, f, and s, are
the unique solution to the following stochastic optimization problem, for any fixed value c,

Bo, sr = argminE,.[p,(y — BTc —s)], VeeRP,
B,s

_ . T T » (4.7)
=argminE[p,(fyc+¢ec—F c—s)], VeeRP
578

Note that the expectation is taken over the randomness of €. The first equation follows
when ¢ is replaced by fTc+ s in and the identifiable property of 3y and s,. The second
equation holds because the only randomness of y comes from the noise term ¢, and ¢ does
not depend on c.

However, the conditional distribution of y|c is not available because neither the value
Bo nor the distribution of ¢ is recognized. Under the random-design setting, a common
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treatment is to consider the following stochastic optimization problem instead:
Hﬁlisn By lo-(y — fre —s). (4.8)

We then apply the SAA approach, where

N

Bsan, 8544 = argﬁminz pr(yi — 1w = 5). (4.9)
$ =1

This is also recognized as quantile regression ([81]). Under the random-design setting, SAA
is essentially equivalent to replacing the real joint distribution of (x,y) by its empirical
distribution, which converges to the real underlying data generating distribution as the
sample size increases.

However, in the fixed-design setting that we explore, this converging empirical distri-
bution property no longer holds, as our data points are not i.i.d. To obtain a robust yet
not-too-conservative solution, we consider the DRO approach which hedges against a chosen
set of candidate distributions and incorporates the feature information as well:

Bpro, SpRO = arg min sup Eq,[p-(y — BTc — )], (4.10)
B,s Qy€ePy
where Q, is a candidate conditional distribution of y given the feature vector ¢ and P, is
an ambiguity set constructed through observed data points {(z;,y;)}Y,. Similarly, P, also
depends on ¢, the feature vector of interest. Equivalently, we can rewrite the formulation to
the expectation with respect to € as we assume that it is the source of randomness and is
independent of c:

Bpro, $pro = argmin sup Eg_[p, (B8l c+e— pTc—s)], (4.11)
B,s Qe€Pe
where Q. and P. denote the candidate distribution and ambiguity set of e, respectively. As
reviewed in Section various criteria can be used to construct P.. In this research, we
adopt P constructed using the Wasserstein distance.

Compared with the traditional random interpretation of the feature vector x, a major
difficulty arises with the fixed-design setting. The process ¢ is the only process that has
i.i.d. realizations. However, this process is not explicitly observable. Instead, we can obtain
only realizations of {y;}}¥, where y; = Bl x; + &; and the value of 3y is also unknown. To
decouple the two sources of unknownness, we introduce a new quantity, e(3) = e+ (8y—3)" c.
Its distribution is the same as that of ¢ but shifted by a constant (8y — 8)Tc. Then, the
distributionally robust optimization formulation (4.11)) can be rewritten as:

BprosSpro = argmin  sup  Eg_, [p-(e(8) — 5], (4.12)
Bis Q3 €P(B)
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where Q.3 and P(f3) are the corresponding candidate distribution and ambiguity set of
e(pB), respectively. It should be emphasized that our ambiguity set relies not only on the
data points and vector ¢, but also on the value of 8, which in turn must be determined.
Therefore, with the intention of employing the Wasserstein ambiguity set, both the center
and radius of the Wasserstein ball depend on the value of 3. Hence, jointly determining the
optimal value of # and s cannot be accomplished.

To simplify the problem described in and to obtain a tractable solution, we proceed
with a regress-then-robustify framework by first providing a good estimation of Gy and then
solving an approximated distributionally robust problem. For any estimator of £, we can
construct surrogate samples of € with the residuals associated with (3, defined as{(g;(5) =
y; — BTx;)}Y,. Then, the ambiguity set is constructed as a Wasserstein ball centered at
a discrete distribution with equal mass on the surrogate samples (we call it the surrogate

empirical distribution) (i.e. P(B) = B,, (]@’N(ﬁ)) with Py (8) = %Zfiﬂs(&(ﬁ)), where
d(gi()) denotes the unit mass on €;(5)). In this section, we start by using the least squared
estimator Bg s from the classical linear regression as the value for estimating 5. It is well-
known that, under certain conditions, B]OV g 1S a consistent estimator of fy, and has a nice

closed-form solution with well-studied properties which is expressed as:
Bors = (XTX)IXTY, (4.13)

where X € R™"*P is the design matrix with x; being its ¢th row and Y € R" being a column
vector that stores {y;} ;.

Let us further define & = e+ (8, — 55, ¢)7 ¢ with unknown distribution P, (i.e., P. shifted
OLSIN | with OLS —

7 1= %
yi — (BY.s)"w; and the surrogate empirical distribution is Py(88.5) = & Son, 6(9%5).

by (8o — Bg 1 s)Tc). Then, the corresponding surrogate samples are {e
The surrogate empirical distribution leads to a Wasserstein ball ambiguity set P(35.¢) :=
B,, (]f” ~ (6, 5)), where the definition of the Wasserstein distance is provided in Section 4.3.1.
Note that 9L is the linear regression residual of the ith data point, but is not an actual
realization of the random variable €. Thus, compared with existing studies, the ambiguity
set of our formulation is no longer centered at an empirical distribution of a random variable.
Instead, it centers at the surrogate empirical distribution based on OLS residuals. Finally,

we aim to solve the following distributionally robust optimization problem:

min  sup  Eg_[p,(¢' — 5)], (4.14)
520 Q. eP(BYLs)

where Sy denotes the optimal solution of (4.14)).

4.3.1 Preliminaries

Under our problem setting, we introduce the definition of the Wasserstein distance as
follows:
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Definition 4.3.1 (Wasserstein distance). Let P and Q denote two distributions supported on
a set 2. Let M(Z?) denote the set of probability distributions on = x Z. The (1-)Wasserstein
distance between P and Q is defined as

dw(B,Q) = inf | / (6, €)TI(de, d¢') - TI(de, Z) = Q(de), TI(E, d¢’) = P(de')},

HeM E2)
(4.15)
where d(&,¢’) is a metric on Z.

We remark that the definition stated above is for the 1-Wasserstein distance which is
a special case of the a generalized p-Wasserstein distance with p > 1. In this section, we
exclusively focus on the 1-Wasserstein distance as given in Definition [4.3.1. From Section
to Section our analysis focuses on the case in which = = R and thus admits the
absolute difference |£ — ¢'| as d(£,¢’). In addition, we should mention that the Wasserstein
metric can also be defined in a dual representation.

Lemma 4.3.1 (|46], Theorem 3.2). For any distributions P, Q € M(Z) we have

(.0 =swp { [ P - [ fe)@)}
fec ~ J= =

where L denotes the space of all Lipschitz functions with |f(§) — f(&)] < d(&,&) for all

£, € 2. d&, ) denotes the metric on E that is used in Definition |4.3.1.

Because our DRO solution relies on the OLS estimator, its performance depends on
how effective BgLS is as a proxy for By. Thus, we review the important assumptions for
guaranteeing the performance of B]OV g together with some properties of the OLS estimator.
Throughout our analysis in this study, we also make the same assumptions.

Assumption 5. The design matriz X is of full rank. This ensures the invertibility of matrix
XTX, so that the closed-form solution is well-defined.

Although we proceed with the fixed-design setting in which {z;}%; should not be regarded
as i.i.d. samples, we still require the design matrix X to have certain asymptotic properties.

Assumption 6. As sample size N goes to infinity, the p X p matrix

N
My, = lim N7'XTX = lim N 'Y ! (4.16)

N~>oo N—oo
=1

exists and is finite nonsingular.
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This assumption immediately leads to the observation that ¢ (X7 X)™1c — 0 as N goes
to infinity for any bounded vector ¢ because

lim (XTX)'e= lim C(NTXTX) e
N—o0 N—o0 N
(limy oo NTIXTX) e
iy o N (4.17)
M e
lIimy_oo N
=0.

Moreover, with the aforementioned two assumptions held, by applying the Markov law of
large numbers (Theorem A.9 from [29]), one can prove that 83, ¢ is a (strongly) consistent
estimator.

Lemma 4.3.2. Under Assumptions |5 and[6, the OLS estimator is strongly consistent, i.e.,

AN s
Bors = Bo-

Closely related to linear regression is the so-called N x N “hat matrix”, that is, the
projection matrix defined as

H=XX"X)"'Xx"T. (4.18)

Its diagonal elements {h;}¥, are widely known as the leverage scores of data points, mea-
suring how far away the feature vectors of each observation are from those of the other
observations. We state some additional useful properties of the leverage scores in the follow-
ing lemma.

Lemma 4.3.3 ([32]). Let h;; denote the ith diagonal element of the projection matriz H
defined in , where X € R™P s the design matriz. Then, the following results hold:

1. 0<hy;<1,Vi=1,2.. . N.
2. trace(H) = Y20 hi = p.

4.4 Tractable Reformulation

In Section we proposed a DRO formulation for solving a linear conditional quantile
prediction problem. However, formulation (4.14) is a seemly intractable optimization prob-
lem with infinite-dimensional constraints. To assure that our formulation is computationally
tractable, we further demonstrate that it can be rewritten as a convex program with de-
coupled components and can thus be solved by OLS regression followed by sorting of the
residuals. The following theorem provides a tractable reformulation.
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Theorem 4.4.1. For any ry > 0, can be reformulated as

s,A>max{r,1—7}

N
1
min Ary + N Z eIL8 _ (4.19)

Proof. Proof of Theorem {4.4.1: By our construction of the ambiguity set, P(B]OVLS)) =
B, (Px(8].¢)), for a fixed s, we have

sup  Eq,[pr(e" = 5)]
Q. €Bry (PN (B51s))
SUPQ_, e M(R) EQE/ [pt (' = s)]
st dw(Qu,Pn(BlLs)) <N

supy Jp pr (e — )Qur (de’)
= st [p.ple —E(de’, dE) < Ty (4.20)
where &' ~ Qur, & ~ I@’N(BgLS), and €, £ has joint distribution II,

where the equality holds due to the definition of Wasserstein distance (Definition
[41.3.1). Let Q' denote the conditional distributions of &’ given & = %% Vi =1,..., N and
let §(92%) denote the Dirac distribution of £ at £ = 5OLS Then, for any joint distribution of
(€,€'), denoted as II, we can find Q' that satisfy IT = & >V ( OLS) @ @Z Where ® denotes
the product of §(¢9%%), a measure of ¢, and Q¢, a measure of ¢’. Thus, (4 can be further

reformulated as

Supg; Pl - 5)Q'(de’
420 _ Q*eM(R N Z 1 f]R pOLS . ( ) (421)
s.t. sz' L Jr lle" = eP0Q(de) <y
_ - _ i o OLS i
- s ;\I;ENZ/pT & — $)QH(d) + A(rn Z/Hs 1Qi(de')
(4.22)
< . OLS i )
}\ggs(gp ATy + — Z/ pr (e —s) = Ne' — Q' (de”). (4.23)

Problem (4.22)) follows from (4.21)) by adding a dual multiplier A, and the inequality (4.23))
reduces to equality by strong duality which is guaranteed by Theorem 1 of [22].

In addition, the optimal Q! that solves

supNZ [ ore =5) = N = o)
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is the Dirac distribution Q" = §(&}), where €} solves

sup pr (' — s) = A" — 9.

e’eR
Because both p,(-) and | - | are piece-wise linear functions, only their slopes, i.e. 7, 7 — 1
and A, play a role in determining the supremum of the function value. It can be easily

shown that ef = 929 if A\ > max{1 — 7, 7}. Otherwise, sup, p, (g’ — s) — A&’ — e?1¥] = o0
Moreover, because this is a minimization problem and we can easily identify a feasible value
(e.g. A = 1) for the objective value to be finite, the optimal value should be finite. Therefore,

we add the constraint \ > HlaX{T 1 —7}. We then have

(9L if A > drx>1-—
@14) = mm >\7‘N+ Z {go( OV:% ifA>7and A > T, (4.24)
= min  Ary+— Z S (4.25)

s,A>max{r,1-7}

]

The aforementioned theorem provides a convex program reformulation of (4.14] - ) with two
decomposed components. This reformulation further leads to a simple closed-form solution
where Ay = max{7,1 — 7} and §y = argmin, - ~ LS (985 — ). In particular, Ay
is essentially the Lipschitz constant of p., and 5y is the 7th sample quantile of the OLS
residuals {e?L9}Y . This solution can be obtained in polynomial time by sorting the linear
regression re&duals.

It is worth mentioning that sorting the linear regression residuals is a currently used
procedure in linear model quantile prediction. In fact, it achieves good practical performances
in many different fields including healthcare (see [42]) and education (see [34,[50]). Theorem
[4.4.1 thus shows that this procedure has certain robustness and explains its empirical success
from the perspective of DRO.

Furthermore, Theorem [4.4.1, combined with Section [4.5] indicates that under a linear
fixed design, a simple upper-bound for the out-of-sample quantile loss of our conditional
quantile predictor can be calculated by summing the minimal empirical risk of linear re-
gression residuals and a constant term, max{r, 1 — 7}ry. This finding aligns with Theorem
10 of [86], which states that for a convex Lipschitz loss function, the worst-case risk with
Wasserstein-DRO formulation coincides with Lipschitz-regularized empirical loss.

4.5 Performance Guarantees

Although Theorem [4.4.1 demonstrates that (4.14) has a simple and practical solution, the
robustness of the solution still remains to be shown. To do this, in this section, we provide
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theoretical performance guarantees for the proposed distributionally robust solution. We
first develop measure concentration results for the surrogate empirical distribution. With
finite sample points, we provide sufficient conditions for choosing the Wasserstein ball radius
such that the out-of-sample quantile loss can be bounded from above with high probability.
We then prove the asymptotic optimality of our proposed DRO solution.

4.5.1 Notation and Assumptions

To clarify our analysis, we first introduce the following notation:

— J*: the optimal expected cost which we target at, i.e.,

T = winEyelp.(y - B — 5)] = minEr,, o, (£(8) — )] (4.26)

— Jy: the in-sample cost achieved by the distributionally robust optimization formulation

@), ie.,

Jy=min sup Egq,[p (¢ - s)],
QeP(BELs) (4.27)

e =e+(Bo—BdLs)c

— Joos: the expected out-of-sample cost achieved by our DRO solution (8, Bg Ls), 1.e

°9

Joos = EPE, [,07-(5, - =§N>] (428)

The feasibility of ($y, Bg 1.g) to the original problem implies that J* < J,,s. How-
ever, our primary concern is to obtain an upper-bound of J,,,. Recall that the DRO formu-
lation minimizes the worst-case in-sample cost Jy among the ambiguity set and that both
Jy and P(ﬁOLS) are random due to the randomness of the data samples. Jy bounds Jye
from above if and only if the ambiguity set we constructed includes the real distribution P./.
Thus, we examine the ambiguity set

P(BZOVLS,') =B, (PN(B]OVLSD )
= {Q € MR): dW(]fDN(B]OVLS)a@) < TN}:

where the ambiguity set consists of all distributions within a Wasserstein ball that has
radius ry and center Py (35, ¢). Note that Py(3Y,¢) is not constructed with i.i.d. samples.
Therefore, the measure concentration results from [51] cannot be directly applied. This
means that the performance guarantees demonstrated in existing literature (e.g., [57] and
[46]) no longer hold. To reestablish the desired performance guarantees, we follow a “divide
and conquer” approach and apply the attractive properties of Bg s- Throughout this section,
we make the following additional assumption:

(4.29)
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Assumption 7 (Light-tailed assumption). There ezists an exponent a > 1 such that
A = Ep, [exp(]|e]|*)] < oo.

We also assume that A > 1.

This light-tailed assumption requires the tail of the distribution of ¢ to decay at an
exponential rate and implies that the variance of ¢ is finite. In particular, to derive an
upper-bound for the variance o2, we have the following result:

Lemma 4.5.1. Under Assumption@ the variance of €, denoted by o can be upper-bounded
by light-tail coefficients: )
02 < (2(A—1))a.

Proof. Proof of Lemma [4.5.1: Since || > 0, by Taylor’s expansion, we have

A= Ep, [exp(|e]*)] = Ep.[1 + [e]* + %\SIZ“] (4.30)

> 14 2B [[el] (4.31)

> 1+ %aza (4.32)

where the second inequality is a consequence of |¢| > 0 as well. The last inequality holds
due to Jensen’s inequality. O

Thus, we can assume that we know a constant x such that o2 < &.

4.5.2 Finite-sample Performance Guarantees

In our problem setting, the measure concentration results of |[51] no longer hold because
the ambiguity set is centered at the surrogate empirical distribution. Therefore, we first
investigate the measure concentration of the surrogate empirical distribution and then use
it as a building block for establishing finite-sample performance guarantees.

Theorem 4.5.2 (Measure Concentration). Suppose Assumptions @ @ and[?] hold, then for
any n € (0,1), there exists ry such that ry — 0 as N — oo and

P {dw (P, Pn(B5Ls)) >} <,
where PN () denotes the joint distribution of the N samples of €.

Corollary 4.5.2.1 (Finite-sample Performance Guarantee). It follows immediately from
Theorem |4.5.2 that Jy upper-bounds J,,s with high probability. i.e.,

IF)N(Joos S jN) 2 11— n.
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We first introduce the following lemmas to prove Theorem [4.5.2 using a “divide and
conquer” approach.

When § takes its real value [y, I@’N(ﬁo) boils down to an empirical distribution of € based
on i.i.d. samples. Thus, the result from [51] holds for Py ().

Lemma 4.5.3 ([51] and [46]). If Assumption [] holds, then for any o' € (0,1), we can set
ri,N such that

Pi‘v{dW(Pm]@N(ﬁo)) >rnp <7
for all N > 1, where

if N > festean’ )
/—1
if N < lestern™)

~—
ISR ST

(10g(0177'_1)

/ c

TLN(T/ ) = log(c21£\7]”1) (433)
(=)

where ¢y, co are positive constants that only depend on a and A (see Theorem 2 of [51] for
details regarding choice of ¢; and c3). Note that rin chosen according to converges
to 0 as N — oo.

We further investigate the Wasserstein distance between the real empirical distribution
Pn(Bs) and its approximation by the surrogate empirical distribution Py (35 5).

Lemma 4.5.4. If Assumptions @ @ and@ hold, then by setting ro n = %#, we have

Ps{dW(PN(ﬁo),PN(B]oVLs» >ront <7 (4.34)

for alln' € (0,1), and that rox — 0 as N — oo.

Proof. Proof of Lemma [4.5.4: Let e929 denote the linear regression residual of the ith data
point, then

N
(B (). B (315)) =supl 3 7(2) = £(0))
1 al - OLS
<— i — €9t
<N ; lei— e
1o
SO — )

N
1
=¥ Sl (XTX) ' X Te], (4.35)
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where the first equality follows from the dual representation of the Wasserstein metric
(Lemma and the following inequality is justified by f being a 1-Lipschitz function. We
then stack the realizations of random noises, {&;}¥,, in vector €. To simplify the notation,
let V; = 27 (XTX)"'XTe. Then, with X being fixed and independent of €, we have

E(Vi) = 2] (X"X) ' X"E(e) =0
and
Var(V;) = ozl (XTX)
< thih
where & is an upper-bound of 02 as defined in Lemma [4.5.1 and h;; = 2] (XTX) 'z, is the

leverage of the i¢th data point in linear regression as defined in lemma [4.3.3. It follows that
(4.35) can be bounded from below as

N 1 N
1 El<> |V
]P)(N 2 : |‘/;‘ > TQyN) S [N Zz—l | |]

=1

(4.36)

T2 N

& X VEV?
T2, N
% Zi\il V/ Var(V;)
(4.38)
T2, N
V&S, Var(v)

T2 N

1 N
< VN Zi:l Khii

o N
kp 1
<y
NTQ’N

The inequality (4.36)) follows from Markov’s inequality. (4.37)) and (4.39) both hold according
to Jensen’s inequality. The equality (4.38]) is a consequence of the fact that E[V;] = 0. Finally,

when Lemma [4.3.3 is applied, (4.40) holds. We then have

<

(4.37)

<

(4.39)

(4.40)

N
B {dhw (B (o), By (315)) 2 o} < B DOVl > ma)

i=1

< L
- N T2 N
Thus, with rony = ’%#, we can bound the distance, dW(I@’N(ﬁo),]fDN(B]OVLS)), with any

desired probability (1 —n') € (0,1). Because both p and & are finite constant, for any given
value of 7/, we have o y — 0 as N — oo. O
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Finally, it remains to bound the distance between the underlying true distributions of &
and ¢ = ¢+ (8o — B3 5) ¢, where the latter is simply the former shifted by a constant. We
then have the following lemma:

Lemma 4.5.5. If Assumption@ holds, then for any ' € (0,1), we can set

\//{CT(XTX)lc
T3 N = 7

so that
PA{dw (P, P.) > rsn} <7 (4.41)

Note that r3 y — 0 as N — oo by (4.17).

Proof. Proof of Lemma |4.5.5: Noting the fact that given the OLS estimator, BgLS, g is
simply the random variable ¢ shifted by a constant. We show that a general case of Lemma

4.5.5, as stated in Lemma [4.5.6, holds.

Lemma 4.5.6. Let 1 and v denote two probability measures supported on R. Suppose dv(x+
t) = du(x) for all x € R with a constant t. Then it holds that

dW(:u? V) - |t|

Proof. Proof of Lemma [4.5.6: Because of the symmetry of this problem, without loss of
generality, we may assume ¢ > 0. For any joint density function h(z,y) that has marginal
w(z) and v(y), if dv(x +t) = du(z), then we have

Ah(y7x+t)dy=/h(x,y)dy = g(x).

R
Thus,

inf —ylh drdy > inf —x)h dxd 4.42

= inf )(/}Ryh(m,y)d:pdy—/Rxh(:c,y)dxdy) (4.43)

he M(R2
N Lt]ei/\l}lf(ll%)(/R ygly — t)dy — /R:Cg(x)dx) (4.44)
= i /R@ +1)g(y)dy — /R yg(y)dy) (4.45)

= (4.46)
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Here, we slightly abuse the notation and let M(R?) denote the set of probability density
functions of all probability distributions on R x R. Similarly, we let M(R) denote the set of
density functions of all marginal distributions on R.

We then show that the aforementioned inequality reduces to equality by specifying a
joint distribution that achieves the lower-bound. Consider h(z,y) = 0(y = = + t)du(z)/dz,
where 0 denotes the delta function. Using the fundamental property of the § function,
Jg M@, y)dy = 1y—piydp(z) /dz. Thus, with this specific h(z,y),

|l il ydzdy = [ tduta) =t
RxR R
O

Thus, by applying Lemma [4.5.6 to the left-hand-side of (4.41]), we obtain the Wasserstein
distance between P, and P,/ as

dw (P2, Por) = |(Bo — B]OVLS)TC|-

Then, by Chebyshev’s Inequality, we have

P((6h = BB 7el > ra) < YRR ff)}s)%)')
 Var((o = By0)"0)
) Var((()(fﬁ;ﬁ;zXTe)Tc)
(s

(c"(XTX) o).

K

<
= (r3,n5)?

It thus suffices to select 73 y = 1/% so that P.{dw (P.,P.) > r3 x} is bounded by
n'. With Assumption [7] 1’ converges to zero as N goes to infinity. O

~ Based on previously stated lemmas, we then prove the measure concentration results for
Pn(B5Ls)-

Proof. Proof of Theorem [4.5.2: By ftriangle inequality, the Wasserstein distance between
P.., which is the underlying true distribution of ¢/, and Py (35, 4), which is the surrogate
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empirical distribution, can be decomposed into the following three components

dw (Per, P (BD15)) < dw (Pe, Px(Bo)) + dw (Pn(B0), P (BD1s)) + dw (Per ), (4.47)

where the three components are bounded by Lemma 4.5.3, [4.5.4 and [4.5.5, respectively,
with certain probability. In particular, for any 7 € (0,1), we can first select " = % and
then select 7y n, 72,5, and r3 y according to the aforementioned Lemmas. Thus, by setting
TN = T1,N + ToN + T3 N, We have

PY(P.s € By (Py(851s)) =PV (dw (Ber, P (851s)) < )
>1 — P(dw (P, Pn (o)) > r1i.v) — P(dw (Pw (50), Pn(B5Ls)) > 7a,n)
— P(dw (P, P.) > r3 n)
>1— 31
=1—-n.

4.5.3 Asymptotic Consistency

Section demonstrated that, with properly chosen ry, Jy is an upper-bound of the
expected out-of-sample cost J,,s with any desired probability with finite data points. It still
remains to explore the limiting behavior of this upper-bound when the sample size tends to
infinity. Hereafter, we study the asymptotic behavior of the DRO solution and show that
the gap between Jy and J* asymptotically converges to zero.

Theorem 4.5.7 (Asymptotic Consistency). Suppose that Assumptions @@ and @ hold and

that a sequence ny € (0,1) satisfies > Mn < 00 and limy_,o 75 (nn) = 0 (e.g., a possible
choice is ny = exp {—V/N}). Then

a) Jy L J* as N — oo where J* is the optimal value of ,'

b) Any accumulation point of {(3x, 5,4)} is PX-almost surely one of the optimal solution

for .

Proof. Proof of Theorem E We first show that, with a sequence ny described in the
theorem statement, ]P’N(BOLS) N € N, converges under Wasserstein metric to P, almost
surely with respect to P2°. Theorem @ implies that PN {dy (P, Px(8Y.¢)) < ra(nn)} >
1 —ny. As > %_,nn < oo, then the Borel-Cantelli Lemma ([77], Theorem 2.18) can be
applied and we have

P2 {dy (P, Pn (85, 5)) < ru(ny) for all sufficiently large N} = 1. (4.48)
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Then since imy_o0 7x (nx) = 0, limy o0 dyy (Por, Py (85, ) = 0 almost surely.

As the DRO solution is feasible for the original stochastic program (4.26)), we always have
J* < Joes. In addition, for any sequence of ny € (0, 1), we can choose ry(ny) based on the

conditions derived from Theorem [4.5.2 and Lemma [4.5.344.5.5 such that
PY{J* < Iy} > PV{Jpps < Iy} >1 -1y, YN €N (4.49)
Then we apply the Borel-Cantelli Lemma and have
PX{J* < Jy, V sufficiently large N} = 1,

and
P{Joos < Jy, V sufficiently large N} =1. (4.50)

Next, it still remains to show that

P {limsup Jy < J*} = 1. (4.51)
N—o00

According to Theorem [4.4.1, recall that s, is the 7-th quantile of ¢,

limsup Jy = limsup ry max{r, 1 — 7} + min E@N(ng)[pf(e — )]

N—oo N—oo S

< lijr\?jolip rymax{r,1 —7}+ ]E[@,N(BgLS)[pT(s — $7)] (4.52)

=limsup ry max{7,1 — 7} + Ep_[p (¢ — s7)] + E[@N(BgLS)[pT(E — 8:)] — Ep.[pr (e — s7)]
N—oo

=limsup ry max{7,1 — 7} + Ep_(p- (¢ — s;)) + dw (P, ]P’N([?]OVLS)) (4.53)
N—oo

<limsup ry max{r,1 — 7} + Ep_(p(c — 5,)) + dw (P, Po) + dw (Por, Pn (85, 5))
N—oo

(4.54)
=Ep,(p-(c — s;)) P-almost surely (4.55)
—J",

where follows from the feasibility of s, holds due to the dual representation
of Wasserstein distance as defined in Lemma [£.3.1 and the fact that p.(-) is 1-Lipschitz.
Inequality follows from the triangle inequality of Wasserstein distance. Moreover, we
further notice that dy (P.,P./) — 0, P>-almost surely, due to the almost surely convergence
of Bg s- Then according to and the fact that ry — 0, holds. Finally, the claim
lim sup y_, o0 Jn < J* then leads to the conclusion that Jy | J*.

We next want to show that any limit point of (S, B]OV Ls), if exists, is an optimal solution
of J*. In fact, as a quantile of a random variable minimizes its expected quantile loss, we
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know that s, fy is the minimizer to (4.26) and that it is unique when the quantile function
is identifiable. Because of the strong consistency of 53 ¢ from Lemmal4.3.2, i.e. 55,4 — fo,
P>-almost surely, it remains to show that s, any limit point of Sy, if exists, is s;.

Since J* is the optimal objective value and s is a feasible solution, we have

J* < Ep.[p-(e = 5)]
e Jim pi(= — ix) (4.56)
<liminfEp_[p, (¢ — 5n)] (4.57)

N—oo

= li]{fn inf Ep_, [p,(¢' — 5n)] (4.58)

< lim JN

N—oo

where (| - follows because § is an accumulation point and p, is a continuous function.
Moreover, (4.57)) follows from the Fatou’s Lemma and (4.58)) holds due to the almost surely
convergence of 50 s to Bo. O

4.6 Comparison with the Random-design Setting

In this section, we investigate the direct application of distributionally robust optimiza-
tion using the Wasserstein metric in solving newsvendor problem under the random-design
setting. When covariates are considered as random, we let ( denote the joint random vari-
able (x,y), and {}Y, = {(zs,y:)}Y, are i.i.d. samples. This section describes a direct
application of the methods developed by [46] to address the conditional quantile prediction
problem with random-design setting.

The ambiguity set is centered at the empirical distribution Py := % SV 8(¢) and it
follows that the DRO formulation would be

min  sup Eglp-(y — 812)], (4.59)
QEB. (Py)

where ry is determined by Theorem 3.4 in [46], and certain performance guarantees and
asymptotic consistency directly follow. Recall that the Wasserstein distance integrates
a metric d(+,-) on the support =Z. Under the random-design setting, (x,y) is the multivariate
random variable of interest and = = RP x R. Thus, selecting different distance metrics leads
to different reformulations.

We want to focus on the case in which L;-norm is selected as the distance matrix. The
following proposition shows that, under this case, the reformulation also admits a neat and
simple form, where the optimal solution coincides with the SAA solution.



CHAPTER 4. DISTRIBUTIONALLY ROBUST CONDITIONAL QUANTILE
PREDICTION WITH FIXED DESIGN 81

Proposition 4.6.0.1. If ||((z,y), («', )|l := > %_ |zj — 2} + |y — | is considered as the
metric on RP X R, (4.59) can be reformulated as

mgn rymax{7r,1 —7}+ — Z p-(yi — Bl y). (4.60)

Similar to Theorem [4.4.1, the aforementioned reformulation also consists of decoupled
terms, because of the piece-wise linearity of both the L;-norm and p,(-). Moreover, the
second term + SN pe(yi— BT ;) coincides with the objective function of the SAA approach.
Therefore, the solution of is essentially the same as the SAA solution, and an upper-
bound of the optimal objective value can be derived by adding the term ry max{r,1 — 7}
to the SAA objective value.

This result derives from the Lipschitz property of p,(-) and aligns with Theorem 10
of [86]. In Section [4.7, we investigate the numerical performance of the solution of
(equivalent to the SAA solution) under a circumstance in which the fixed-design setting is
more suitable. The numerical results show that, although the solution of is robust
under the random-design setting, its numerical performance is very unstable and therefore
no longer robust in cases in which the fixed-design setting should be adopted.

Proof. Proof of Proposition 4.6.0.1: Let ¢ := (z,y) and 1.(¢) := p,(y — BTx),

sup  Eqlp-(y — pTx)] (4.61)
QeBry (PN)
_ Supny@ fE lT(C)Q(dC) (462)
st o lI¢— ¢l H(dc d</> <ry

SUPqi Zz = s
{St ¥ Zz S NIE - C'Hl@Z <ry (4.63)

1 & .
=gy 3 JUEGEPSRANEATS (164
1 N
=infryd + g sup(l=(€) = AlIC = Gl (4.65)
1 N
=infryd+ — ; () (4.66)

The last equality holds since ¢ solves sup,(I(¢) — Al|[¢ — Gil1), and the other equalities follow
from the proof of Theorem 4.2 in [46]. O
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4.7 Numerical Experiments

In this section, we validate the theoretical results by conducting numerical experiments
using a dataset that is simulated based on real-world data. Our objective is to forecast
aggregated bike demand during a certain hour of the day based on external information
such as temperature and wind speed. An accurate prediction of the quantiles of the random
demand process will facilitate better inventory management of bikes. Section [4.7.1 describes
the data generating process and verifies the fixed-design setting using hypothesis testing.
Section [4.7.2 gives a thorough performance comparison between the proposed DRO and
the standard SAA methods. Finally, Section 4.7.3 compares the DRO method with several
data-driven prescriptive methods proposed by [18] and |10].

4.7.1 Data

The data used in our experiments are simulated based on a real dataset obtained from
[48]. By selecting all observations recorded on weekdays from their training set, we obtain a
dataset with 7,412 instances. We further preprocess the dataset by extracting features that
include hour of the day and day of the week. Subsequently, dummy variables are created for
the categorical features. Some features are removed to eliminate the multicollinearity issue.
Thus, we eventually have a design matrix X with 28 features.

Feature Type  Quantity Description
weather Binary 2 Dummy variables for three different types of weather
temperature | Numeric 1 Temperature
humidity | Numeric 1 Humidity
windspeed | Numeric 1 Wind speed
hour Binary 21 Dummy variables indicating the hour of the day?
wday Binary 1 Dummy variable indicating if the data is observed on
weekdays
timeperiod | numeric 1 Time period index

! Some hours are consolidated together as they do not show significance in the fitted linear model.

Table 4.1: A Summary of Features

Table summarizes the information of the features in the design matrix. Since the
observations correspond to periods of time, the observations should not be viewed as i.i.d.,
and we should consider the fixed-design setting. Table shows that most of the features
are time series or are generated based on some trend over time. Therefore, the observations
should not be viewed as i.i.d. and we should apply the fixed-design setting. Firstly, we
conduct a linear regression model on the aforementioned preprocessed dataset. We then
discard the demand column of the dataset and only keep the columns of features. After
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that, we construct a partial-synthetic data set by reconstructing the demand column using
simulation. More specifically, in simulation, we first take the estimated coefficients as the
coefficients for the underlying true linear relationship (5;). Then demand observations are
generated by adding i.i.d. simulated noise, that is,

Regarding the time-series nature of the dataset, we divide the observations into training
and test sets based on time periods. More specifically, we select observations from the most
recent 500 time periods for testing. Next, for any particular size IV, the training set consists
of N observations, counting backwards from the earliest test set observation. Figure
visualizes our train—test splitting method.

Training Set Test Set

L 1 1 L >
0 6912-N 6912 7412 Time period

Figure 4.1: Train-test Splitting Method

Typically, the dummy variables for temporal events, namely, hour, wday, and timeperiod
are not generated by a random process. In addition, according to the time-series nature
of our data, the remaining feature variables, namely weather, temperature, humaidity, and
windspeed, should be closely correlated within days close to one another and should not be
viewed as i.i.d. samples from a random distribution. This dataset thus serves as a practical
example of when the random-design assumption fails, and the fixed-design setting is more
appropriate.

To validate further the non-i.i.d. nature of this dataset, we use hypothesis tests to check
whether any of weather, temperature, humidity, or windspeed can be treated as independently
generated from a random distribution. To be more specific, we perform a one-sample runs
test on training observations for each of the aforementioned features. The null hypothesis
of this test is that the values are independent, random observations (we refer readers to
Section 4.5 of [135] for a detailed description of the one-sample runs test). We then perform
a two-sample (Wald—Wolfowitz) runs test for each of the aforementioned features on both
training and test observations. The null hypothesis of this test is that the two samples come
from the same unspecified distribution (cf. Section 6.5 of [135]). All of the resulting p-values
take the value < 0.0001 which indicate that for each of the aforementioned features, the
training and test observations do not originate from the same distribution, and the training
observations themselves are not from some underlying random distribution.
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We additionally emphasize that, for our numerical experiments as well as any other cases
in which the observations are time-related and split into training and test sets by time,
the random-design setting is no longer valid because the observations cannot be viewed
as randomly generated from an underlying distribution. Therefore, in these cases, it is
more appropriate to adopt the fixed-design setting, which does not include any randomness
assumptions of the design matrix.

4.7.2 Comparison with SAA

In this part, we evaluate the performance of the DRO method and compare it with the
SAA method. Using the SAA method as a benchmark algorithm has a twofold objective:
it conforms with its use as a widely adopted method in existing literature (|127, |10]) and
it represents the solution of standard Wasserstein DRO method under the random-design
setting as demonstrated in Section [4.6] In addition, since the distribution of the noises and
[ are known in the experiments, we can evaluate the optimal solutions.

For each run of the experiments, with a given size of the training set, namely, N, the values
of the response variable in training set are generated by applying to the training feature
vectors. Thus, N feature vectors exist that correspond to N data points in the training set.
The DRO and SAA methods are trained using training set. For each of the 500 feature
vectors in the test set, i.i.d. noises are simulated 50 times, resulting in 500 x 50 = 25, 000
data points in the test set. In other words, each of the 500 different features vectors in the test
set results in 50 data points when different simulated noises are added. The out-of-sample
performances of the optimal solution, the SAA and DRO methods are evaluated by the
average cost on the test set, denoted by J_oos_opt, J_oos_saa, and J_oos_dro, respectively.

Figures and visualize the out-of-sample performances of different methods under
different configurations of N, o, and the quantile 7. The subplots indicate that the proposed
DRO approach outperforms the SAA method under all scenarios, particularly when the
sample size is small. As sample size increases, both the DRO and SAA methods converge
to the optimal solution. Moreover, the SAA method exhibit unstable performances and is
dominated by the DRO method, particularly when a small sample size is employed. Since
the data points in the training and test sets are not randomly generated in an i.i.d. manner,
the performance guarantees no longer hold for either the SAA method (e.g., |10]) or the DRO
method under the random design (e.g., [86]). Therefore, it is not surprising that the SAA
benchmark (equivalently, the random-design DRO) is unstable under this setting. Table
shows the quantified out-of-sample performances. In this table, the percentage values
stated in the parentheses correspond to the improvements of our DRO strategy over the SAA
approach, which are calculated as J=0es-dro—J-cos-saa T} eqe values indicate that our proposed

J_oos_saa

DRO policy achieves better quantile predictions.
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Figure 4.2: Comparison of optimal, SAA and DRO approaches with Gaussian noises.

4.7.3 Comparison with Non-parametric Prescriptive Methods

In the second part of the numerical experiments, we compare the proposed DRO method
with two additional benchmark algorithms proposed in [18] and [10]. We employ the non-
parametric method motivated by k-nearest-neighbors regression (we refer to Section 2.1 in
[18] for details of this method) and the method motivated by Nadaraya-Watson kernel re-
gression (we refer to Section 2.2 in [18] and Section 2.3.2 in [10]) for details of this method).
For the Nadaraya-Watson kernel regression method, we use the Gaussian kernel in the ex-
periments. The two aforementioned benchmarks are denoted by KNN and KR, respectively,
in the remaining part of this section.

Figures and visualize the out-of-sample performances of the optimal solution, and
solutions by SAA, DRO, KR and KNN methods. Table summarizes the corresponding
out-of-sample costs of these methods. The hyper-parameters of KR and KNN methods,
namely the bandwidth of KR and the number of clusters of KNN, are tuned by enumerating
over a grid and selecting the values associated with best test-set performances. We should
mention that, although the tuning of hyper-parameters is different from the standard cross-
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Figure 4.3: Comparison of optimal, SAA and DRO approaches with Uniform noises.

validation approaches, it consistently yields a better out-of-sample result than that of cross-
validation, and is thus biased in favor of the benchmark methods (KNN and KR).

In both Figures and Joos kr1 and Joos kro correspond to the best two test-set
performances achieved by the KR method from among all candidate bandwidths. Similarly,
Joos_knn.1 aNd Jops knn_2 correspond to two best two test-set results achieved during the tun-
ing procedure employed for KNN. Table reports the out-of-sample performances of the
optimal solution, SAA, our proposed DRO, as well as the best test-set performances of KR
and KNN from among all candidate hyper-parameters.

Table and Figures and demonstrate the advantages of the proposed DRO
method. Compared with the SAA method, which is also asymptotically consistent, the
DRO method is observed to be more stable and performs better, particularly when sample
size is small. Moreover, even though our reporting criterion is biased in favor of the KR and
KNN methods, the DRO method consistently outperforms these benchmarks regardless of
the sample size.
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OPT SAA DRO

7=03 05 07 |r=03 05 0.7 T=0.3 0.5 0.7

100 | 0.069 0.079 0.070| 38.27 64.87 40.88 [0.087 (—99.8%) 0.096 (—99.9%) 0.092 (—99.8%)
0.2 | 500 | 0.069 0.080 0.069| 0.247 0.261 0.086 |0.070 (—71.7%) 0.083 (—68.2%) 0.072 (—16.3%)
1500{ 0.069 0.080 0.070| 0.071 0.082 0.071|0.070 (—1.4%) 0.081 (—1.2%) 0.071 (—0.0%)
100 | 0.695 0.799 0.691| 42.79 55.88 40.57 [0.949 (—97.8%) 0.943 (—98.3%) 0.827 (—98.0%)
Gaussian| 2.0 | 500 | 0.699 0.801 0.698| 1.621 1.030 0.766 [0.711 (—56.1%) 0.834 (—19.0%) 0.722 (—5.7%)
1500{ 0.694 0.796 0.699| 0.723 0.810 0.721|0.707 (—2.2%) 0.802 (—1.0%) 0.708 (—1.8%)
100 | 6.970 7.967 6.921| 44.33 59.29 44.796(18.89 (—57.4%) 9.358 (—84.3%) 7.999 (—82.1%)
20.0| 500 | 6.917 7.975 6.920| 7.361 9.06 8.495 |7.183 (—2.4%) 8.169 (—9.8%) 7.106 (—16.4%)
1500| 7.016 8.016 6.987| 8.231 8.138 7.183|7.068 (—14.1%) 8.171 (+0.4%) 7.033 (—2.1%)
100 | 0.073 0.087 0.072| 43.63 54.71 41.66 [0.088 (—99.8%) 0.105 (—99.8%) 0.084 (—99.8%)
0.2 | 500 | 0.072 0.086 0.073| 0.093 0.242 0.078 {0.074 (—20.4%) 0.087 (—64.0%) 0.075 (—3.8%)
1500| 0.072 0.086 0.073| 0.075 0.088 0.075(0.073 (—2.7%) 0.087 (—1.1%) 0.074 (—1.3%)
100 | 0.729 0.865 0.726] 47.23 53.56 42.17 [0.864 (—98.2%) 0.969 (—98.2%) 0.879 (—97.9%)
Uniform | 2.0 | 500 | 0.724 0.864 0.725| 0.950 1.960 0.803 [0.743 (—21.8%) 0.877 (—55.3%) 0.742 (—7.6%)
1500{ 0.725 0.861 0.734| 0.737 0.898 0.753|0.730 (—0.9%) 0.869 (—3.2%) 0.746 (—0.9%)
100 | 7.275 8.631 7.240| 46.27 48.58 42.97 8.906 (—80.8%) 9.424 (—80.6%) 8.124 (—81.1%)
20.0| 500 | 7.274 8.651 7.230| 9.19 9.176 10.30 |7.424 (—19.2%) 8.827 (—3.8%) 7.539 (—26.8%)
1500| 7.279 8.692 7.276| 7.67 9.439 7.791|7.350 (—4.2%) 8.776 (—7.02%) 7.379 (—5.3%)

Noise o | N

Table 4.2: Comparison of optimal, SAA and DRO approaches

When comparing the performances of SAA, KR, and KNN, we note some additional
findings: the KR and KNN are more stable than the SAA method. This is one of the ad-
vantages of the nonparametric prescriptive methods because in these methods, more weights
are placed on training samples that are close to test set feature vectors. However, both KR
and KNN have much slower convergence rates than those of SAA and DRO, and we fail to
observe the convergence to the optimal solution with the given data. Therefore, in general,
when the sample size is small, KR and KNN may outperform the SAA method; however,
with a larger sample size, the SAA method seems to perform better. Based on our training-
test splitting method, the later observations in the training set are more likely to be similar
to vectors in the test set. Since both the KR and KNN method emphasize training data
points that have similar feature vectors as the test set features, as N increases (training data
includes samples from earlier time periods), these methods may not be able to gain much
useful information from additional training samples. As our currently used tuning method
already favors the benchmark algorithms, the previously mentioned findings will still hold
should the hyper-parameters be tuned with cross-validation.

4.8 Extension to Heteroskedasticity

In this section, we discuss possible extensions to heteroskedastic linear models in which
the i.i.d. assumption of noises ¢;s is relaxed. Under the setting of heteroskedastic models, the
variance of ¢; varies and may depend on the feature vector z;. Let ¥ := E((y —Ey)(y —Ey)?)
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Figure 4.4: Out-of-Sample Comparison with Gaussian noises, 7 = 0.3 and ¢ = 50.
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Figure 4.5: Out-of-Sample Comparison with Uniform noises, 7 = 0.3 and ¢ = 50.

denote the covariance matrix of {y; }¥,, which may depend on covariates {z;}¥,. We suppose

that with the given feature vector ¢, the variance of test set noise £(c) takes the value of 2.
We can then rewrite ¥ = 02Q) with a positive semi-definite matrix €.

Our approach can be extended to the case in which the matrix €2 is known and the test
set noise £(c) is independent of training set noises {e;}*,. Under such a setting, we let W
denote the square root matrix of Q7' (i.e. Q7' = WTW). Then, instead of using X and
Y as described in Section @, we consider X = WX and Y = WY. Moreover, the OLS
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Noise N

OPT

SAA

DRO

KR

KNN

=03 0.7

=03 0.7

7=03 0.7

=03 0.7

=03 0.7

100

1.74 1.74

41.42 10.54

213  2.08

9.64 13.67

23.20 11.76

5.0 | 500
1500
100
500
1500
100
500
1500
100
500
1500

173 1.73
172 1.74
17.37 18.13
17.39 18.17
17.39 18.16
1.82 181
1.81 1.82
1.81 1.82
18.23 18.13
18.22 18.18
18.21 18.16

1.84 2.32
1.81 1.80
48.69 36.78
25.56 19.26
1779 18.74
44.15 29.80
1.97 2.01
1.88  1.90
53.16 36.79
19.49 19.26
18.81 19.72

1.78 1.85
1.75 1.76
21.04 20.54
18.00 18.49
17.56 18.28
224 210
1.85 1.85
1.84 1.84
23.53 20.54
18.96 18.49
18.30 18.56

719 6.67
5.80 6.95
24.41 25.92
21.76 21.32
19.41 20.39
21.98 12.38
717 6.61
6.58 6.87
25.31 25.93
20.91 21.32
19.75 20.35

6.73 7.42
6.36 5.94
63.44 68.65
20.53 20.91
20.05 20.84
53.31 41.48
7.18 6.56
5.69 5.69
58.51 68.65
22.49 20.76
20.46 20.26

Gaussian

50.0

5.0

Uniform

50.0

Table 4.3: Comparison of optimal, SAA, DRO and Nonparametric Benchmarks

estimator BZOV s should be replaced with the generalized least squares estimator (GLS)
Bas = (XTX)IXTY = (XTI X)) IXTQ7Y.

The proposed framework can then be directly applied to X and Y if Assumptions 5| and @
hold with respect to X and Y.

One example of the aforementioned case is the multiplicative heteroskedasticity model.
Under the setting of the multiplicative heteroskedasticity model in which y; = I x; +u; and
the noise u; also depends on the corresponding covariate z;. More specifically, according to a
given function h(z;,0), u; = h(z;, 0)e; with i.i.d. €;,7 =1,..., N and parameter . When the
function h(-, ) is known, both ©Q and o2 := h(c,0)Var(e;) are known, our proposed method
can be applied accordingly.

If the distribution of noise has a richer dependence on the covariates, for example, when
the test set noise depends on the training set noises, our approach is no longer applicable.
This is because @.(y), the 7th quantile of y, depends not only on covariate ¢ (as stated
in (4)—(6)), but also on all noises realized in training set {e;}? ;. Therefore, under these
circumstances, the problem requires a different formulation/approach.

4.9 Extension to a General Lipschitz Objective
Function

The finite-sample performance guarantees provided in Theorem4.5.2 and Corollary|4.5.2.1
can be directly extended to the case where the objective function p, is replaced by any ob-
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jective function p that is 1—Lipschitz. Herein, we slightly abuse the notation and redefine

J*, Jn, and J,,s as:

— J*: the optimal expected cost which we target at, i.e.,

J* = minEyclp(y — 5" e s)] = minEe, [p(=(5). 5)]

— Jn: the in-sample cost achieved by the distributionally robust optimization formula-
tion, i.e.,

Jy =min  sup Eq_ [p(€, 5)],
Q. €P(BSLs)

e'=c+(Bo— PBos) e
— Joos: the expected out-of-sample cost achieved by our DRO solution ($y, Bg Ls), 1€,

Joos = E]P)El [p(6,7 '§N)]

The asymptotic consistency can also be easily extended to this case. Herein, we de-

scribe how the proof can be adjusted to accommodate any 1-Lipschitz objective function p.
Note that Equations (4.49)-(4.50) still hold. In the following two lemmas, we prove that
limsupy_,. /v < J* when p, is replaced by p.

Lemma 4.9.1. With any 1-Lipschitz objective function p, limsupy_, ., Jy < J*.

Proof. Proof of Lemma |4.9.1: Because p is 1-Lipschitz continuous in ¢, we are able to choose
any 0 > 0 with a d-optimal decision ss such that

Eps(m [p(e(ﬁ)’ 36)] < J" 49,
and a d-optimal distribution Qy € P(B(J)VL <) such that

sup  Eq [p(', 55)] < Eqy[p(e’, s5)] + 0.
@e’ep(ﬂgLS)

Then, we have

limsup Jy < limsup  sup Eq_ [p(€, 55)]
N—o0 N—oo Qe’EP(BgLs)
< limsupEq, [p(¢’, 55)] + &

N—oo

<limsupEp_, [p(¢', 55)] + dw (P(5), Qn) + 0

N—o0

= Ep,_, [p(¢',85)] + 0 = J" +20.
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The third inequality holds because of the dual representation as defined in Lemma|4.3.1 and
the first equality holds due to the convergence of distributions as stated in (4.48). As ¢ is
an arbitrary positive constant, we have limsupy_, . Jy < J*. O

With Lemma [4.9.1, the asymptotic consistency result in Theorem 4.5.7 can be easily
re-established with any 1-Lipschitz objective function p.

4.10 Conclusion

This work studies the quantile prediction problem under the setting in which the response
variable is a linear function of some covariate variables plus an i.i.d. random noise. In
addition, the values of the covariates are given before predictions are made.

We explore the problem in a data-driven environment with the goal of developing a DRO
solution. In contrast to the random-design setting widely adopted in the literature, we pro-
ceed with a fixed-design setting. We demonstrate that this fixed-design setting is a better
fit for many real-life applications because features may be pre-designed or temporaly corre-
lated thus should not be treated as i.i.d. samples. Then, by leveraging the OLS estimators
of linear coefficients, we develop a regress-then-robustify distributionally robust framework
when samples are no longer i.i.d.

By deriving new concentration inequalities, we bound the expected out-of-sample cost
with any desired probability and demonstrate that the solution is asymptotically optimal as
the sample size increases. In addition, we show that the proposed distributionally robust
framework achieves a neat and practical reformulation that can be solved in polynomial
time. We also discuss the equivalence of the SAA approach and existing Wasserstein DRO
approaches under the random-design setting.

We conduct numerical experiments to evaluate the performance of the proposed DRO
method and then compare it with the SAA method (equivalently, the DRO method with
random design) and two nonparametric prescriptive methods. The results reveal that the
proposed DRO solution outmatches the benchmarks under a fixed-design setting. We also
discuss possible extensions of our proposed method when the i.i.d. assumption of noises is
relaxed.
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Chapter 5

Learning Newsvendor Problems with
Intertemporal Dependence and
Moderate Non-stationarities

5.1 Background and Motivation

The newsvendor problem is one of the most classical models in inventory management.
To solve the newsvendor problem it often relies on the characterization of the unknown
demand in a specific time period. We investigate the newsvendor problem in the case where
there are also contextual information available on which the distribution of the demand
depends. To characterize or predict the stochastic demand in each period, the contextual
information may include both static information, such as product-level information (brands
and category), and sequentially updated information, such as weather, historical demands,
economic or popularity indicators, and observable strategies of a competitor.

In a big-data environment where rich and high-quality observations of demand and con-
textual information are available, classic procedures of solving the newsvendor problem
adopts two steps: first, predicting demand given the contextual information, and subse-
quently, solving for the optimal decision based on the predicted demand. This two-step
framework, despite being illustrative, may lose information owing to the decoupling of the
two steps. Recently, an alternative approach has been established for solving data-driven
contextual optimization problem. Such approaches combine the two steps by learning a
data-to-decision mapping that involves directly mapping data (contextual information) to
decisions. Because the contextual information may vary in different time periods, an ef-
fective data-to-decision mapping allows a decision-maker to use any contextual information
as input and directly obtain a well-performed decision. Such a data-to-decision mapping is
usually constructed using machine learning techniques together with a common assumption
that observed data are independent and identically distributed (i.i.d.). In most cases, this
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i.i.d. assumption is highly restrictive in real-world situations, because historical data are
generated and recorded sequentially in a time-ordered approach, instead of being collected
from independent sources or experiments. Therefore, temporal dependencies frequently arise
from the sequential nature of data. Moreover, historical observations may also present mod-
erate nonstationarities across different periods. For instance, weather and product popularity
frequently play serve as contextual information, both exhibit a certain trend and seasonal-
ity. This work considers such comparatively more realistic scenarios where intertemporal
dependence and moderate non-stationrities exist.

Reliable out-of-sample performance guarantees are crucial for such data-to-decision solu-
tions. This is because the out-of-sample performance guarantees measure the performance
of the effective decisions generated by machine learning algorithms in a future contextual pe-
riod. For this purpose, one key performance guarantee is to control the generalization error
(191, 190, |10} 18, 19]). More specifically, the generalization error quantifies the difference be-
tween the performance of a learning algorithm evaluated on training samples and on unseen
data. Because the performance on a training sample is typically known, the generalization
error measures how good an algorithm performs with the outcomes in the future. We aim
to develop generalization bounds, which provide the bounds of the generalization error with
a desired probability. Classic generalization bounds are developed with one (or both) of the
assumptions: (i) the observed data are i.i.d.; and (ii) the demand process is bounded with
a known upper-bound. However, in most cases of real operations, the demand process is
neither i.i.d. nor bounded. Even under the cases in which uncertainties are bounded, it can
be difficult for decision-makers to evaluate the exact value of the bound without being loose.
To address these issues, we analyze the generalization error of the learned data-to-decision
mapping under relatively more realistic settings that includes intertemporal correlations and
unbounded randomness.

In this study, we investigate using machine learning methods to learn the data-to-decision
mappings for the newsvendor problem, and develop out-of-sample performance guarantees
when the standard assumptions of i.i.d. and boundedness are relaxed. Our technical contri-
butions can be summarized as the following:

1. First, we relax the independent assumption and develop out-of-sample performance
guarantees when data generated in real operations are stationary with intertemporal
dependences. Specifically, we consider scenarios referred to as mizing, in which such
an intertemporal dependence between two time periods drops as the distance between
these two time periods increases. It is aligned with the intuition that for the charac-
terization of the contextual uncertainties in the future, more recent historical data are
generally more informative.

2. We provide performance guarantees in the form of generalization bound. Compared
to the existing generalization bound provided in [104] for bounded mixing process,
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we generalize the existing result to the scenario of unbounded data. To achieve this,
we propose the concept of truncated coupling samples while the corresponding perfor-
mance guarantee depends on the selection of truncated threshold. This concept and
techniques also can to be applied to a general case other than newsvendor problem.

3. Moreover, we relax both the independent assumption and the identically distributed
assumption and consider moderate nonstationarities. We develop out-of-sample gener-
alization bounds for scenarios in which the underlying data sequence can be viewed as
a nonhomogenenous Markov process with moderate non-stationarities in the evolution
dynamics.

The remainder of this paper is organized as follows. Section reviews the related
literature and Section describes the learning framework for the contextual newsvendor
problem. In Section we state the out-of-sample performance of the solution learned from
data generated by a stationary, intertemporally dependent process. In Section we con-
sider non-stationary processes and provide the performance bound using the data generated
from nonhomogeneous Markov processes. In section the numerical performances demon-
strate the benefits of including intertemporally dependent features. Section summarize
our findings and concludes this paper.

5.2 Contribution to Literature

Data-driven newsvendor problem with performance guarantees. Newsvendor
problem is one of the most popular and well-studied inventory models. The study of data-
driven newsvendor problem dates back to [20] who investigated the newsvendor problem in
the case where demand is a linear combination of contextual variables and a random shock,
without investigating any out-of-sample performance. |90, 91| then analyze the newsvendor
problem and propose a sample average approximation (SAA) approach under the assumption
of i.i.d. demand. [91] show that the SAA method is approximately optimal (with respect to
the relative regret) with a high probability. [90] further tighten the bound proposed in [91].
Both [91] and [90] provide high-probability bounds for a relative out-of-sample cost under
the setting of nonconsideration of contextual information. The most closely related literature
to our work is [10], which use SAA with regularization and nonparametric methods to learn
the data-to-decision mapping for newsvendor problem. While the performance guarantees
provided by [10] can only be applied to the case when data is i.i.d., our results are applicable
to the case with intertemporal dependence and nonstationarities. Moreover, we also relax
the assumption that the demand is upper-bounded.

Data-driven solutions with performance guarantees have also been developed for con-
textual decision making without contextual information. [36] related the estimation and
optimization using a technique called “contextual statistics” for the newsvendor problem.
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This approach involves certain distributional assumptions and leads to better parametric
estimation and optimization solution compared with traditional approach.

Data-driven Newsvendor problem with non-i.i.d. data. Our work is not the
first to analyze data-driven solutions without assuming that data are generated in an i.i.d.
manner. [5| examine the newsvendor problem with stationary autoregressive demand in
a dynamic forecast-based method using mean squared error (MSE). [33] also consider the
autoregressive demand and developed a robust optimization approach for demand forecast-
ing. [31] investigate newsvendor problem with non-stationary demand. The authors pro-
pose a DPFNN-Based quantile auto-regression method that is applicable to stationary and
non-stationary time series demand. Although the authors provide asymptotic analysis of
their method, they did not provide any finite-sample performance guarantees. [114] propose
a distributionally robust framework for quantile prediction (equivalent to the newsvendor
problem) when the data are generated independently but not identically distributed. The
authors provide both asymptotic and finite-sample performance guarantees. However, they
only focus on the case where the demand is a linear function of the feature and a random
noise term. [76] investigates the multi-period newsvendor problem with non-stationary de-
mand as well as a random shock. The authors propose a moving window ordering policy
that proved to have a regret with the smallest possible rate under certain conditions. Our
problem setting is different from [76] in three fold: first, we consider the contextual informa-
tion associated with the random demand; second, we investigate the single-period instead of
the multi-period newsvendor problem; third, [76] consider a random shock besides random
demand.

General frameworks for learning the data-to-decision mapping Numerous stud-
ies have examined methods to construct a mapping from the contextual information to
decision, based on historical data. One of such approaches is the prescriptive learning, first
proposed by |18]. Motivated by various machine learning models, including k-nearest neigh-
bors and kernel regression methods, the prescriptive learning method first approximates
the conditional distribution of contextual uncertainties and subsequently solves the corre-
sponding stochastic optimization problem to yield the optimal decision based on a given
contextual information. Another method focuses on directly learning the data-to-decision
mapping by applying machine learning techniques. [110| apply the deep learning models
to learn the newsvendor problem. [44] and [9] propose the smart Predict-then-Optimize
(SPO) framework that leverages the optimization problem structure while forming the loss
function. Thus a data-to-decision mapping can be constructed by learning using the SPO
loss. The SPO framework can be applied to linear and piece-wise linear problems, which
include the newsvendor problem.[39] adopt an end-to-end learning framework which directly
use the objective function in the optimization stage as the loss function for learning the
data-to-decision mapping. [117] propose a different end-to-end learning framework for a
multi-period inventory management problem.
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Among all previously-mentioned frameworks, only the prescriptive learning proposed by
[18] and the SPO proposed by [44] have performance guarantees (the performance guarantees
for SPO is derived in a later work [9]), both in a the form of generalization bounds. [9] con-
sider i.i.d. samples while [9] also consider samples that are stationary but have intertemporal
dependence. Our work distinguish from the result of [9] by considering non-i.i.d. samples and
differ from the result of [18] by considering unbounded demand process and non-stationary
demand process.

Machine learning methods with non-i.i.d. data. The issue of non-i.i.d. data has
been investigated in the machine learning literature, mostly for the tasks of predicting a
response variable with given features. [104] investigate the generalization ability of learn-
ing algorithms with the assumptions that samples are drawn from a [-mixing or ¢-mixing
stationary stochastic process and that both data and loss function are bounded. However,
these assumptions may not represent the real requirements in contextual decision making,
in which the tail behavior of a random quantity, e.g., demand, may significantly impact the
decisions. Our study accommodates unbounded uncertainties and analyze how their tail
behaviors affect the learning performance. The boundedness was relaxed in another study
as well ([101]), in which the performance guarantees for learning methods are derived using a
stationary, univariate autoregressive (AR) model. The authors only consider this specific AR
process model, and the proofs rely on controlling the Gaussian complexity of the AR model.
For comparison, our study only requires a light-tail property instead of the knowledge of
the Gaussian complexity, and our method accommodates a more general class of time series
models.

As performance guarantees, the studies of the generalization bounds for non-stationary
data generating processes has also been reported in the machine learning literature. [87]
provide the generalization bounds for time series predictions with a non-stationary mixing
stochastic process, where the non-stationarity is characterized by the concept of discrepancy.
The authors derive the generalization bound based on Rademacher complexity. Our results
in Section [5.5| distinguish from those of [87] in two aspects: First, [87] obtain generalization
results based on Rademacher complexity, whereas we do not require knowledge about the
Rademacher complexity and provide a bound based on McDiamid inequalities. Second, [87]
quantify the non-stationarity using discrepancy, which is defined as the supreme difference
between the expected path-dependent generalization error at two periods. However, this
measure of the non-stationarity discrepancy is not entirely natural in the settings for oper-
ations management and is computationally intractable. Real operations generate a natural
property in that, even in presence of non-stationarity, the more recent historical data are
more informative about future contextual uncertainties. Our analysis exploits this property
to derive the generalization bounds when the non-stationarity is moderate, whereas we do
not make structural assumptions on the specific forms of non-stationarity.
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5.3 Learning the Contextual Newsvendor Problem

In this section, we describe the learning framework for the data-driven contextual newsven-
dor problem. We denote the demand of a product by d € R and x € RP denotes the vector
of contextual information or features that may be informative for the demand distribution.
For both z and d, historical observations {z;}" ; and {d;}!, are respectively available. The
available data are generated sequentially from real operations, where the index i denotes
data generated from a period, e.g., a day or an hour. Therefore, {(x;,d;)}!, can be viewed
as realizations from a random process {(X;, D;)}. We let u denote the order decision within
the decision space U. Subsequently, in the i-th time period, there is a inventory cost ¢(d;, u)
incurred, including both back-ordering and holding costs. The inventory cost takes the form
of

c(d,u) :==b(d—u)" +h(u—d)", (5.1)

where b and h are unit back-ordering and holding costs, respectively.

At the beginning of the i-th time period, the newsvendor has access to the context z;
and makes an order decision accordingly. After the decision making, the demand of the day,
d;, is revealed. The goal of a decision-maker is to exploit the observed dataset {(z;,d;)}",
to learn a data-to-decision mapping denoted by A(-), which can be considered as a mapping
from X to the contextual decision space . In this work, we consider a general case where
h(-) is from a general hypothesis class H. This is different from the setting in |10] where the
authors consider a linear hypothesis class. Then, when a new context in the (n + 1)-th time
period X, 1 is revealed, a decision can be made by simply evaluating the mapping h.

The hypothesis h(+) is often constructed by applying certain machine learning techniques
to data samples S := {(z1,d1),..., (zn,d,)}. Thus, in the remaining part of this work, we
let hg(-) denote the hypothesis constructed based on samples S. Candidates of such learning
algorithms include various machine learning models, such as kernel regression and random
forest.

Therefore, the contextual newsvendor problem can be viewed as a machine learning
problem that adopts the quantile loss, which is equivalently to the newsvendor cost up to
scaling. The essential of the problem is to identify the data-to-decision mapping hg that
minimizes the expected newsvendor cost:

min  Ele(Dps1, hs(Xoi))|S], (5.2)

hg: X—U

where the expectation is taking over the joint distribution of (X, 11, D,+1), conditioning on
samples S. Since F[c(Dyi1,hs(Xni1))|S] is unknown, the objective function is often ap-
proximated by the in-sample average loss = " | ¢(d;, hs(z;)). Therefore a data-to-decision
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mapping can be identified by solving
1 n

min  — Z c(d;, hg(x;)). (5.3)

hs:XHZ/{ n

=1

After a hg has been obtained by solving , it is critical for a decision-maker to evalu-
ate the performance of hg on out-of-sample unseen data. This is in relation to the objective
of making a decision for a future case, i.e., the objective of . To quantify such a per-
formance, we evaluate the gap between Remp(hs) and R(hg), i.e. |R(hs) — Remp(hs)|, where
Remp(hs) := 231" e(d;, hs(z;)) and R(hs) = E[c¢(Dpi1, hs(X,41))|S] denote the in-sample
cost and out-of-sample cost, respectively. This gap is also referred to as the generalization
error. Note that this generalization error is itself a random variable since it involves uncer-
tainties in a future period. In this study, we provide bounds of the generalization error with
any desired probability.

We would like to highlight that, in this work, we discard two unrealistic but extensively
adopted assumptions. The first one is the i.i.d. assumption which assumes that {(z;,d;)},
are generated in an i.i.d. manner. However, in real contextual decision making systems,
the i.i.d. assumption is rarely satisfied because the system often has a time-series nature.
Dependence across pairs may exist. For example, demand is often predicted using previous
sales records. Besides, as there is often a volatile environment, the demand process is often
non-stationary. Therefore, in this study, we discard the unrealistic but extensively adopted
i.i.d. assumption and consider inter-temporal dependence and moderate non-stationarity.
The other assumption that is often adopted when investigating the out-of-sample perfor-
mance of the demand process is that both demand and the contexts are bounded with a
known upper-bound ([10, |101} [87]). However, it is difficult to impose such a known upper
bound of uncertainties arising in real operations. Therefore, instead of boundedness, we use
a weaker assumption that the demand adopts a light-tailed distribution. This assumption is
more general and is satisfied by many common demand distributions, for example, Gaussian
distribution.

5.4 Performance Guarantees under Intertemporal
Dependence

In this section, we first relax the “independent” assumption and focus on intertemporal
dependence when provide an out-of-sample performance guarantee. We further assume that
the intertemporal dependence decays as the distance of two time periods gets further apart,
which is quite natural. Intuitively, this assumption describes that the future depends more
on data in the recent history than on data in the older history. One way to formally capture
this property is through the concept of “mixing” for a stationary stochastic process ([40]).
To fix our ideas, we state the definition for stationarity and mixing.
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Definition 5.4.1 (Mixing). Let {Z;}2___ be a stationary sequence of random variables. For
any i,j € Z N {—o0,+o0}, let af denote the o-algebra generated by the random variables
Z,i < k < j. Then, for any positive integer k, the ¢-mixing coefficients of the stochastic
process Z are defined as

o(k) = sup | Pr[A|B] — Pr[A]| (5.4)

Aeogik

Beo®

and Z is said to be ¢-mixing if ¢(k) — 0 as k — oo.

Definition 5.4.2 (Stationarity). A sequence of random variables {Z,}?° _ is said to be

stationary if for any ¢ and non-negative integers m and k, the random vectors (Z, ..., Z;+m)
and (Ziik, - - -, Zi+k+m) have the same distribution.

Definition 5.4.3 (Mixing). Let {Z;};2__ be a stationary sequence of random variables. For
any i,j € Z N {—o0,+o0}, let af denote the o-algebra generated by the random variables
Zi,t < k < j. Then, for any positive integer k, the ¢-mixing coefficients of the stochastic
process Z are defined as

(k) = sup | Pr[A|B] — Pr[A]| (5.5)

Aeorsy,

Beo™

and Z is said to be ¢-mixing if ¢(k) — 0 as k — oo.

Commonly used form of the mixing coefficients include algebraic mixing and exponen-
tially mixing. The algebraically mixing means that there exist real numbers ¢, > 0 and
v > 0 such that ¢(k) = ¢k for all k while the exponentially mixing denotes the case
where there exists ¢y > 0, s, and k such that ¢(k) = ¢gs*. Intuitively speaking, if an con-
textual uncertainty process is ¢-mixing, then its intertemporal dependence from two time
periods, say t; and t, decays as the interval between ¢; and ¢, increases. In the remaining
part of this section, we adopt the following assumption:

Assumption 8 (Stationarity and mixing property). The data sequence {(x;,d;)}!, is a
stationary and ¢-mizing process {( X, Di) }52 ..

As an illustration, the case of i.i.d. data is a special case that satisfies Assumption [g]
so as data generated by a bounded auto-regressive (AR) process and a Markov modulated
process (MMP). For more commonly used examples that satisfy Assumption 8 we defer to

Section [C.1]

We also relax the typical assumption of boundedness of demand as it is rarely bounded
in real-world applications, and even if they are bounded, it is unrealistic to identify the exact
upper bound for future unseen demand. Therefore, instead of the boundedness assumption,
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we extend to assume that {(X;, D;)}2
maximum norm || - ||eo.

are light-tailed distributed with respect to the

— 00

Assumption 9. (Light-tailed distribution) There ezists a scalar a > 1, such that

A= Eleap(([[(Xi, Di)lloo))] < 00 (5.6)

This light-tailed assumption requires the tail of the distribution decay at an exponential
rate. Under the light-tailed assumption, we provide the generalization bound for unbounded,
mixing uncertainty processes.

5.4.1 Generalization Bound with Unbounded Demand Processes

We further assume the uniform stability of the machine learning algorithms adopted. In
the following, we introduce the definition of uniform stability of a learning algorithm.

Definition 5.4.4. (Uniform Stability) An algorithm has uniform stability B with respect to
the loss function c if the following holds

VS € X" x Y Vi € {1,...,n}, supl|l(hs, (z,y)) — U(hgv, (z,9))] < B(n), (5.7)
x,y

where n denotes the sample size, SV is defined as the sample S with the ith point removed,
and l(hg, (x,y)) := c(y, hs(x)) is the loss function.

The stability coefficient B is a function of sample size n and an algorithm is said to be
uniformly stable when §(n) decreases as 1/n.

In the newsvendor problem, the cost function c is defined as Thus, loss function
is convex and o-Lipschitz with o := max{b, h}. For example, if the hypothesis class is a
reproducing kernel Hilbert space with kernel bounded by «, then a Ls-regularized learnin
algorithm is uniformly stable with § = "22)\’;2 (Theorem 22 in [25]). Then Theorem @
presents the generalization bound when data are generated by stationary mixing process on

an unbounded support.

Theorem 5.4.1. Suppose hg is returned by a B(n)—stable algorithm trained on data sample S
and suppose that S is drawn from a stationary ¢-mizing distribution satisfying Assumption[9.
Then for any m € {0,--- ,n} and any € > 0, the following generalization bound holds:

Pr [|B(hs) — Remp(hs)| > € + (6m +2)B(n) + 6M(n)(bV h)p(m)]

=22 (142370, ¢(i) )
n(2(m + 2)(n) + 2M(n) (b V h)p(m) + MeEVh) 2

< 2exp ( + Aexp(Inn — M*(n)) (5.8)
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where B(n) is the uniformly stable coefficient, M (n) is a large number as a function of sample
size that can be tuned according to different mizing coefficients.

The generalization bound stated in Theorem [5.4.1 is derived based on a coupling sample
which is defined as the original sample truncated by a sample-dependent large number M (n).
By applying existing generalization result to the coupled truncated copy and carefully ad-
justing the truncated threshold, we can bound the generalization error from an unbounded
mixing process.

Before introducing the proof of Theorem [5.4.1, we first construct the coupling example.
In the remaining part of this paper, we let Z; denote the abbreviation of the contextual
process (Xy, D). Similarly, we let z; denote the abbreviation of the observations (z;,d;).
Then the training sample can be represented as S = {z1,...,2,}. For any training sample
S, we define a coupling sample

SI: {51,22,...722‘,...,,%”} (59)

with respect to the sample
S:={21,22,--,Ziy- s 2n} (5.10)

where Z; is defined as

o (Zi)ks = min{(z;)gs, M(n)}  o.w. (5.11)

) _{ L=z, if 2] < M(n)
The coupling sample S is defined by truncating the original sample S with respect to M (n)
which is carefully calibrated and is an increasing function of sample size n. It is easy to
check that, if {z;} is generated from a ¢-mixing process, then {Z;} is also ¢-mixing, due to
the fact that JﬁikSZ) C 0.%4(Z). Then the following lemma bounds the probability of S
being different of S.

Lemma 5.4.2. Suppose S is a n-sized sample set generated by ¢-mixing process, and the
marginal distribution is light-tailed as described in Assumption[9. Then the following holds:

Pr($ # 5) < nA

S a0) (5-12)

The proof of Lemma [5.4.2 can be found in the Appendix. Based on the result stated in
Lemma [5.4.2, we deliver the proof of Theorem [5.4.1.

Proof of Theorem[5.4.1. Consider the truncated coupling we constructed earlier in this sec-
tion, the loss function I(hg, 2;) is upper bounded by M (n)(bV h) due to its Lipschitz property.
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By applying the generalization bound from [104] for mixing process with bounded loss func-
tion, we have

Pr [|R(hs) = Remp(hs)| > € + (6m +2)3(n) + 6M(n)(bV h)d(b)]

—2e2(1 423" (i) 2 )
n((m +2)28(n) + 2M(n)(b V h)p(m) + ME) )2

§2exp(

for any m € {0,--- ,n} and any ¢ > 0.

Then the desired result can be achieved by applying Lemmal5.4.2 to bound the probability
of S # S. Thus, Prg [|R(hs) — Remp(hs)|] < Prg [|R(hg) — Remp(hg)|] + Pr(S # S) leads to
the result of Theorem [5.4.1. O

With more knowledge of mixing coefficient and uniformly stable coefficient, the gener-
alization bound can be further tightened by carefully choosing m and M (n). In particular,
under the case of exponential mixing data (when ¢(k) = $os*) and uniformly stable algo-

rithm (with 3(n) = ), an optimized generalization bound is

Theorem 5.4.3. Suppose the light-tail parameter a = 1 and hg s returned by a %—stable

algorithm trained on a sample S drawn from an exponentially ¢-mizing stationary distribu-

tion,i.e. (k) = ¢os* for some 0 < s < 1. The marginal distribution of sample set satisfies

the light-tail assumption, i.e. Assumption [ as well. Hence, for any e > 0, and n large
1

enough, the following generalization bound holds by setting M(n) = n3:

Pr [|R(hs) = Remp(hs)| > &+ (6m* +2)By/n + 65/ (nIn %)}
2e%(1 — s)? n
(1= 5+ 260)° (260(m* +2) + 2% + (bV h)n!/%)?

SQeXp(— )+Aexp(lnn—n1/3).

(5.13)

* Bo
where m* = bogort H/T I T -

Asymptotically, the right-hand side converges with rate ~ exp(—n®(¢¥2) while the error
term on the left hand side converges by rate ~ %

5.4.2 Comparison with Results from [10]

In this section, we adopt the same assumptions as [10]. We summarize and list these
assumptions as the following:

Assumption 10. Key assumptions adopted in [10]:
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1. The samples {(x;,d;) Y, are i.i.d. in i.
2. The contextual information, X, is bounded by X 4z, 1.€., X < X,z
3. Demand, D, is bounded by D, i.e., D < D.

4. Demand, D, linearly depends on x, i.e., D = h'x + ¢, where € is a random noise.

We consider the ERM-2 learning algorithm proposed in |10] for further comparison. The
ERM-2 learning algorithm can be viewed as the quantile regression with L2-regularization.
Specifically, a data-to-decision mapping hg(x) can be achieved by solving

n

1

gégm;ddi,hs(xi)) + Allhs, (5.14)

where H denotes the set of linear functions and each hg € H corresponding to a linear

function of x, say, h'x for some h € RP. ) represents a hyper parameter of regularization

and ||hg|| := |||l denotes the L2-norm of the linear function coefficient vector h. As a

quantile regression with Lo regularization, the ERM-2 algorithm is proved to be uniformly

stable with coefficient B < "22;3 , where 0 = bV h, Kk = X,axy/P and A denotes the coefficient
for regularization ([25]).

Corollary 5.4.3.1 (Learning Newsvendor problem with i.i.d. data). Suppose Assumption
holds, based on Theorem 12 of [25], Theorem 6 in [10] can be further recovered as:

(bV Rh)2X2 p 2ne?
_ YY) Pmasly ~ _ '
BE(R(1) ~ Rang(hs)| > &+ 0008 < 20 (e ") (619
where n denotes the sample size.
However, the i.i.d. assumption on {(z1,d;), ..., (zn,d,)} may limit the scope of applica-

tions in real operations. For example, an important feature that can be used to inform the
future demand uncertainty is the historical demand. That is, to predict the stochastic de-
mand d; in the j-th time period, it is often helpful to include dy, ..., d;_1, demands observed
from the previous time period as feature, which means that the contextual information x;
may contain d;_;. In the simplest case is the AR(1) model, where data samples {(z;,d;)}},
take the form of {(d;_1,d;)}!~,. It is evident that, although used as a motivating example
in [10], samples {(z;,d;))}"; that generated by the AR(1) model do not satisfy the i.i.d.
assumption. Therefore, the performance guarantees provided by are no longer valid.
Note that the AR(1) model satisfies the ¢-mixing property defined earlier. In fact, for the
AR(1) model, we can find ¢y and 7 such that ¢(k) < ¢ok™7.

Therefore, we relaxed the first term of Assumption and instead consider the case
in which the demand-feature process is stationary and algebraically ¢-mixing, i.e., ¢(k) =
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¢ok~7. Together with the remaining term (2.—4.) of Assumption Corollary [5.4.3.2 pro-
vides an alternative performance guarantee.

Corollary 5.4.3.2. (Learning newsvendor problem with algebraically ¢-mizing data) When
learning the newsvendor problem, suppose 2. — 4. of Assumption hold and data samples
are generated by an algebraically ¢-mizing process, i.e., ¢(k) = pok™7, then the following
performance gquarantee holds:

Pr (|R(hs) = Remp(hs)| > € + (6u* + 2)% +6(y+1)D(bV h)g(u))

2ne2(1 + 2¢y7/(y — 1))~
(LRODNe? 4 9 (y + 1)D(bV h)g(u*) + D(bV 1)

<2exp(— 5), (5.16)

(th)an@p)—l/(vﬂ) _

* o __
where u* = (55

Compared to (5.15)), (5.16)) is looser, which is quite intuitive, since correlation among
samples leads to an inaccurate learning. In addition, if the demand-process is i.i.d., then

u* =0, ¢(k) =0 for all k£ and ¢9 = 0 and ((5.16]) recovers (5.15)).

5.5 Performance Guarantees under Moderate
Non-stationarity

In addition to relax the “independent” assumption, we further relax the assumption of
stationarity, which is an adaption of “identically distributed”. To simplify the analysis,
we instead assume that the demand process adopts a Markovian structure. To take non-
stationarities into consideration, the corresponding Markov chain can be nonhomogeneous,
which means the transition kernel may vary across different time period. We formally state
these assumptions as follows:

Assumption 11. Suppose {z;}I', is generated by a (nonhomogeneous) Markov chain {Z;}}_,.
Let po(+) denote the initial probability distribution of Zy and p;(-|-), 1 <i <n —1 denote its
transition kernel. Then

P{(Z1,.... Z;) = (21, ., 20)} = po(z0) I pj (2541 2). (5.17)

Suppose the contraction property holds and the i-th contraction coefficient is denoted by

0i = sup |lp;(-[z) = pi(-]z")lrv- (5.18)
2'2"'eS
We consider the measure space (II}_,Q, II}_, F) on {Z ..., Z,};-,, and denote P as a

measure on this space with P; as its marginal on (II]_ €y, I, _, F). Then, for any i < j, the
following lemma holds:
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Lemma 5.5.1. Suppose Assumption |11| holds, then we have
1P C1F) = Pillev < TI_; 64 (5.19)
where 0; is the contraction coefficient defined in (5.18]).

Proof of Lemma5.5.1. Considering the definition of 6; and the quantity 7]{ which is defined
as
(n))* = sup 1P;(Z;|Z: = 2') = Pj(Zil Zi = 2")|lzv,

2/ 2e

by the result (Equation 2.9) of [128], we have (n/)? < IIJ_, ,6;, which leads to the desired

results. O

Similar to previous parts, we let S = {(z;,d;)}!_, denote the training samples and con-
sider a B—stable learning algorithm that output a hypothesis hypothesis hg. The empirical
loss is defined as Repp(hs) = > i, c(di, hs(x;)). For the out-of-sample cost, instead of the
expected cost for (X411, Dpi1), ie., R(hs) = E[e(Dni1, hs(Xni1))], we consider a more
general case in which the out-of-sample cost might be evaluated at period n 4+ r + 1, i.e.,

Ryiri1(hs) = Ele(Dnyry1, hs(Xniria))]- (5.20)

Note that R(hs) defined in Section[5.3|is a special case of ([5.20) with 7 = 0. In the remaining
part of this section, we define ®(S) = Remp(hs) — Rutri1(hs) and consider the case with
bounded loss function for simplicity. Then Theorem |5.5.2 demonstrates the generalization
bound:

Theorem 5.5.2. Suppose the cost function c is upper-bounded by M and we define M, =

maxlgign_l(l + 01 + 9i9i+1 + -4 92 c. en—l); then Vb € {0, 1, RN LgJ}

n—b
. 2M . |
P{| Remp(hs) = Buiria(hs)] = &+ 465 + —— > (Wi a0 + TG00+ TRETH6) + A}
i=b+1
_ QM—Q
< 2exp ( S ) (5.21)
2n((4 +4b)B + 24 + 2MII4) 6,)?

In order to prove Theorem |5.5.2, we first show the Lipschitz property of ® with respect
to Hamming metric in the following lemma:

Lemma 5.5.3. Suppose S = {z1,...,%;,...,x,} and S* = {x1,...,2,,... z,} are two

e ¥

sequence generated by a contractive Markov chain with only on different sample z; and z..
Then ®(S) is Lipschitz with respect to the hamming metric:

: .M
|D(S) — ®(S")| <48 + 2+ 2MIIT 6, (5.22)
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Since the Markov chain is non-stationary, we use the total variation of the marginal
distributions for two different time steps, denoted by 0, ; := ||P; — Pj||7v, to quantify the
nonstationarity. For stationary process as a special case, 9;; is zero, so that there is no
nonstationarity. We further adopt the following assumption to make sure that the nonsta-
tionarity does not explode.

Assumption 12. Suppose At = LN 5 4 is bounded by A for any m, k and AT —
0 as m — oo.

With this characterization of nonstationarity, we then provide an upper-bound for E[®(S)]
with the following lemma.

Lemma 5.5.4. With Assumption |11} and Assumption E[®(S)] can be bounded by the
following results

E[®(S)] < 4b3 + 2M (I, ., 60, + L2, 6, + T Hlg,) + A (5.23)

The proof of Lemma [5.5.3 and Lemma [5.5.4 can be found in the Appendix.

Proof of Theorem[5.5.2. The result of Theorem |5.5.2 can be achieved by Theorem 1.2 in [84]
together with Lemma [5.5.3 and Lemma [5.5.4. O

Moreover, if the transition kernel p;(-|-) varies periodically, i.e. p;(-|') = Dimoa r(:|), Vi,
the result stated in Theorem|5.5.2 can be further simplified by plugging in M,, := max;<;<7(1+
Qi + 0i9i+1 + -+ 01 c. 9,171) and H{:ﬁl < @i,j = maxy<i<T 9t9t+1 . 9t+j7i~
Corollary 5.5.4.1. Suppose the items 2-4 of Assumption|1(} hold and samples {(x;, d;)}1

1
are generated from a nonhomogeneous Markov chain, the performance guarantee of the n+ 1
period can be stated as

bV Rh)?2X2,.p 20V hDpar '~ i
Bl Rernp(hs) — Rua ()] = & + om OV Kinacl ( BV WPas N7 00 46,0) 1 4)
i=b+1
_ 2M72
< 2exp ( € n )

2n((2 + 2m) (bvh):\(fmmp + 2bvhlzmm + 26V hDpaeOn_proni1)?
(5.24)

Noted that the result stated in depends on the contraction coefficients 6, for each
time period t. Generally speaking, A ~ O(1). Therefore, is generally looser compared
to with an inevitable error term A in the left-hand side owing to the nonhomogeneity
of the Markov chain. This result is also quite intuitive, since in a non-stationary environment,
it is more difficult to learn a good data-to-decision mapping from historical data.
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5.6 Numerical Experiments

In this section, we present the numerical benefits of including intertemporal dependent
features when learning data-to-decision mappings. More specifically, we consider the fea-
tures that are generated from the historical observations of the contextual uncertainty, i.e.,
in time period 7, the feature vector x; contains or depends on previous observations of de-
mand d;....,d;_1. We show that including such features in learning contextual decisions can
significantly improve the decision performance via machine learning tools, thereby confirm-
ing our premise to build rigorous performance guarantees for machine learning tools using
intertemporally dependent data.

We consider the newsvendor example stated in Section with real-world sales data
from a large e-retailer in China. Given daily demand data and external information records,
the objective is to determine the optimal stock level according to the newsvendor problem.
Our data include the sales and external information of a duration of 917 days, from January
1, 2016 to July, 6, 2018. The dataset consists of the data of seven stock keeping units (SKU)
among eight distribution centers (DC). There are 51352 total samples for both daily sales
and external information. Among all the available data, the training and test sets are split
according to time periods, where the data from the most recent 217 days are used as the
test period, and the data from the previous 700 days constitute the training set. Therefore,
there are 44800 samples in the training set and 6552 samples in the test set.

We consider two different learning algorithms, the linear model and gradient boosting,
as representatives of parametric and non-parametric methods, respectively, for learning the
data-to-decision mapping. Specifically, the data-to-decision mapping, hg, is determined by
a linear function or a gradient boosting model, respectively.

We consider two different sets of features. The first set of features only includes exter-
nal information, which are not temporally correlated. External information includes SKU-
and DC-level information, such as the dummy variables generated based on SKU ID and
DC ID. The second set of features includes the features that are generated from historical
observations, such as the so-called auto-regressive (AR) and moving average (MA) features.
The AR features denote historical sales of the past m days, for some value of m. In this
experiment, we take m = 7. The MA features denote the average sales over a time period in
the past. Particularly, for each time period ¢, the MA features include 5 average demands
over a 30-day period counting back from the period i — 7. Specifically, the MA features
consist of the average demand from period 7 — 37 to ¢ — 8, from i — 67 to ¢ — 38, from
1 — 97 to 1 — 68, from ¢ — 127 to ¢ — 98, and from ¢ — 157 to ¢ — 128. In the remaining part
of this section, we denote the two sets of features as EI and HO features, respectively, for
abbreviation. Notably, the EI features are often considered as generated independently and
identically distributed. However, the HO features are generated in time-series manner and
are intertemporally dependent.
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In the numerical experiments, we consider the newsvendor problem in which the param-
eter b, the cost of unit back-order cost, takes the value of b = 9 and the parameter, h, the
cost of unit holding cost, takes the value of h = 1. The test set performances are evaluated
as the averaged test set inventory cost, which includes both holding and back-order costs.

In Table demonstrate test set performances of the LR models with different sets
of features. For each of the methods, we summarize the features included, the average
newsvendor cost over the test set, and the relative saving compared to the model that only
involves EI features. Not surprisingly, the best linear model is the one that includes both
EI and HO features. The best linear model achieves a substantial improvement ( 32.72%)
compared to the model that only involves external information. The results also indicate
that a similar performance (30.56% improvement) can be achieved with HO features only.

Method | External information Historical Observations Average Cost Relative Saving
LR-EI Yes No 6.02 N/A
LR-HO No Yes 4.18 30.56%

LR-ALL Yes Yes 4.05 32.72%

Table 5.1: Summary of Results Using Linear Methods

Method | External information Historical Observations Average Cost Relative Saving
GB-EI Yes No 4.68 N/A
GB-HO No Yes 3.96 15.38%

GB-ALL Yes Yes 3.90 16.67%

Table 5.2: Summary of Results Using Gradient Boosting

Table summarizes the results obtained when the data-to-decision mapping is learned
using gradient boosting. The best out-of-sample performance is also achieved by the model
including both EI and HO features. The gradient boosting model that only involves HO
features also achieves a substantial improvement (15.38%), whereas the best model achieves
a similar improvement of 32.72%.

To summarize, the results in Tables and Table demonstrate that, there are sub-
stantial benefits of considering intertemporally dependent features into consideration, for
the two learning algorithms, which can be viewed as representatives of the parametric and
nonparametric, and the linear and nonlinear methods, respectively. Owing to the signifi-
cant benefits of including intertemporally dependent features, it is crucial to develop valid
performance guarantees accordingly.
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5.7 Conclusion

This study focusing on investigating the performance guarantees of learning a data-to-
decision mapping for the newsvendor problem. The performances of such a framework on
unseen future scenarios is often studied relying on assumptions that are highly restrictive
in real contextual environments. Such assumptions include that the observed data are i.i.d.
and adopt values in a bounded range.

By relaxing such unrealistic assumptions, we provide theoretically justified performance
guarantees for two more realistic settings. First, we relax the bounded assumption and
develop generalization bounds for a case in which the data samples are generated from a
stationary but intertemporally dependent process characterized by the ¢-mixing property.
The ¢-mixing property is validated using models that are commonly used to characterize
contextual uncertainties and we provide a general recipe to evaluate this property in practice.
Then we further relax the stationary assumption and develop generalization bounds for
scenarios in which the underlying data samples are generated through a nonhomogeneous
Markov process.

Numerical experiments are conducted to demonstrate the benefit of including intertem-
porally dependent contextual information when learning data-to-decision mapping. The nu-
merical results further validate the significance of studying a learning framework considering
intertemporal correlations.
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Appendix A

Supplementary material for Chapter 2

A.1 Proof of Theorem 2.3.1]

In order to prove Theorem 1, we need the following lemma.

Lemma A.1.1. Consider the total inventory cost within time period [ti,ts] as f(a) =
Z?:tl hlI, +a — dy, 4" + bldy, ) — Iy, — a]™, where h is the unit holding cost and b is
the unit back-order cost. The optimal order quantity which minimizes the total cost is de-

rived by argmin,cp f(a) = a* = dy, ) — Iy, where s* = [b(tQhJF—jb_tl) +t1].

Proof. Proof of Lemma [A.1.1} First we show that a* takes the form of dy, o — I,, for some
s € [t1,t9]. It is evident that f(a) is convex and piece-wise linear, hence the optimal solution
should be one of the extreme point, which is dj;, 4 — I, for some s. Now we need to choose
s* such that s* = argmingc, 3 {f(dy . — I1,)}- Note that for s € {t1,...,t2}, choosing
to satisfy one unit of demand that occurred at period s generates a holding cost h(s — 1),
while choosing not to satisfy one unit of demand generates back-order cost b(ty + 1 — s),
we will choose to satisfy the demand unit that occurs at period s such that h(s — ;) <
b(ta+1—35) =b(ta+1—1t;) —b(s —t1). The above analysis is valid for all units that occurs
in period s, hence we will choose to satisfy either all demand units that occurs at period s
or non of them. Hence we have s < s* for all s such that h(s—t;) < b(ta+1—1t;) —b(s—1t1),

which lead to the final solution s* = Lb(tﬂj—j;tl) +t1]. O

Lemma leads to our final result of Theorem 1, on the optimal order quantity under
the realization of each sample data.

Proof. Proof of Theorem [2.3.1: First, we relax the constraint a,, > 0 and start from
the last decision ap;. By Lemma [A.1.1, a}, = minsequ,,,. m{dpy.s — Loy} and s* =

,,,,,
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only depends on the sequence {dt}tT:vM- Hence, f3, := f(a},) = ZZ:UM hldyy s — dppp sl +
bldjv,, 5] — dvyys#]" does not depend on I, ; hence, the decision of a}, is independent to the
decision of a, ;. By recursion, we can decompose the decisions {a* }*_, with corresponding

period [V, Umi1)-

Now we consider the constraint a,, > 0. It is not difficult to verify that with constraint
am > 0, we can still compute a;, use a;, = argmin, - ZZZZ;_I hlly, + Gm — dpp,, )" +
bldp,, s = Iv,, — am]™ in the sequence of ay, as, ..., ay. We let a’ denote the optimal solution
with constraint a,, > 0. Note that under this constraint, f; , depends on I, . In fact, it
is a non-decreasing function of I, ., hence, a non-decreasing function of a,,. Suppose for
m, following the above method, we have a;, < 0, then ¥ = 0 is not only the minimizer of
fm(an) but also a minimizer of f; ;. O

A.2 Sensitivity Analysis

In this part, we conduct various sensitivity analysis to demonstrate the robustness and
generalization ability of proposed E2E model under different hyper-parameter choices, data
size and model covariates.

A.2.1 Sensitivity Analysis for Network Hyper-parameters

We first provide details of the neural network structure and hyper-parameters used in
the E2E model. In the training stage, we sweep through different combinations of hyper-
parameters within the considered range and use the validation set to choose the best hyper-
parameter values, which is shown below as the “Default Value” column.

Hyperparameter Default Value Range

DF_submodule: MQRNN Hidden state size 50 {30, 40, 50, 60}
VLT_submodule Layer size {50, 20} {100, 20}, {50, 20}, {30, 20}
(VLT layer_1, VLT layer_2)

Integration module Layer size {100, 100} {100}, {100, 100}, {100, 100, 100}, {100, 100, 100, 100}
(Layer_3, Layer.4)

Learning rate 0.001 {0.0001, 0.001, 0.01}
Learning rate decay le—4 {le-5, le-4, 1e-3}
Momentum 0.85 {0.8, 0.85, 0.9}

Mini-batch size 64 {64, 128, 256}

Weight initialization Gaussian = 0,0 = 0.01 {Gaussian, Uniform}
Activation Rectified linear unit (ReLU) {ReLU, tanh}

Dropout rate 0.2 {0.1, 0.2, 0.3, 0.4}

Table A.1: Network hyper-parameters

In addition, in order to investigate the sensitivity of the E2E model performance stated
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in Section with respect to the network structure and hyper-parameters, we provide three
sets of sensitivity tests with respect to the following hyper-parameters:

— Number of hidden layers
— Number of neurons/weights

— Learning rate

A.2.1.1 Number of hidden layers:

To check the sensitivity of E2E model with respect to the number of hidden layers,
we adjust the number of hidden layers in the integration module. By default, there are
two hidden layers Layer_3 and Layer_4 both of size 100. We tried three other variants:
1) keep only one hidden layer, i.e., Layer_3 of size 100; 2) have three hidden layers, i.e.,
Layer_3, Layer 4, Layer 5, each of size 100; 4) have four hidden layers, i.e., Layer_3,
Layer_4, Layer 5, Layer_6, each of size 100. We trained four different E2E models with
the four different network structures, and test their performance using the same dataset and
experiment setup as in Section 4.1.

OPT E2E (1 layer) E2E (2 layers) E2E (3 layers) E2E (4 layers)
Total cost | 3022.60 4857.20 (+60.1%) 3766.52(+24.6%) 3822.69 (+26.5%) 3904.74(+29.2%)
Holding cost | 1925.70 3919.17 2689.02 2453.32 2231.01
Stockout cost | 1096.91 938.03 1077.50 1369.38 1673.73

Table A.2: Sensitivity of E2E model w.r.t. to the number of hidden layers

Table shows the total inventory management cost, holding cost and stockout cost
of the four E2E models with different number of hidden layers. When the hidden layer
number is 1, the end-to-end model performance is inferior to other benchmark models (in
Figure 2) due to the lack of representation capacity. In all other cases, the end-to-end models
outperform the benchmarks. As the number of hidden layers increases, the cost of end-to-
end model first decreases then increases. By having more layers, the network representation
power increases and can better fit the relationship between observation and the optimal
order decision. However, an over-complicated network may cause over-fitting in the training
set and shows less generalization capacity in test set.

A.2.1.2 Number of neurons/weights:

To investigate the model sensitivity w.r.t. the number of neurons, we sweep through
(30,40, 50, 60] as the hidden state size of the demand prediction modile (MQRNN), and
compare the performance of the different networks.
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OPT  E2E (30) E2E (40) E2E (50) E2E(60)
Total cost 3022.60 3846.28(+27.3%) 3783.32(+25.2%) 3766.52(+24.6%) 3860.99(+27.7%)
Holding cost | 1925.70 2886.45 2710.71 2689.02 2185.18
Stockout cost | 1096.91 959.83 1072.61 1077.50 1675.81

Table A.3: Sensitivity of E2E model w.r.t. to the number of neurons

Table reports the total cost, holding cost and stockout cost of the four E2E models
with different number of neurons. As expected, as the number of hidden neurons increases,
the E2E model cost first decreases then increases. Similar as the effect of adding more
layers, by adding more neurons, the representation capacity of the neural network enhances.
However, too many neurons may lead to over-fitting in the training set and the trained
network shows worse generalization performance.

A.2.1.3 Learning rate:

Learning rate is one of the most important hyper-parameter in neural network train-
ing [89]. Table shows how different learning rate value affects the performance of E2E
model on the test set. If we further increase the learning rate to 0.1 or larger, network
training process becomes unstable and the training loss oscillates which leads to much worse
performance. When learning rate is 0.0001, the learnt model is slightly better than our
default setting ({r = 0.001) but the training time increases significantly.

OPT  E2E (Ir =0.0001)  E2E (Ir =0.001) E2E (Ir =0.01)
Total cost 3022.60 3744.28 (+23.9%) 3766.52(+24.6%) 4231.01(+39.9%)
Holding cost | 1925.70 2424.71 2689.02 2350.98

Stockout cost | 1096.91 1319.58 1077.50 1880.03

Table A.4: Sensitivity w.r.t. to learning rate

A.2.2 Sensitivity Analysis for Data Size

In order to investigate the sensitivity w.r.t. training data size, we use [20%, 40%, 60%, 80%, 100%]
of the training data to train the end-to-end model. The cost and computational time of the
E2E model with different amounts of training data are provided in Table[A.5and Figure [A.1]

A.2.3 Sensitivity Analysis for b and h

All the previous simulations are based on the assumption that the ratio between unit
stock-out cost and unit holding cost is 9, which may not reflect the case in real world.
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Percentage | Number of training data OPT cost E2E cost E2E Training time (s)
20% 3893 SKUs 3022.60 5608.01(+85.5%) 281.61

40% 7786 SKUs 3022.60 4765.52(+57.7%) 624.64

60% 11680 SKUs 3022.60 4226.84(+39.8%) 1022.57

80% 15573 SKUs 3022.60 3783.54(+25.2%) 1459.42

100% 19466 SKUs 3022.60 3766.52(+24.6%) 1830.36

Table A.5: E2E Model Sensitivity w.r.t. to Training Data Size
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Figure A.1: E2E Model Sensitivity w.r.t. to Training Data Size

Therefore, sensitivity analysis with respect to different values of b/h is conducted below to
validate our conclusion in previous parts. It should be noted that different b/h ratios not
only lead to different measurements costs, but also change replenishment decisions for all
models.
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Figure A.2: Performance of each model with different ratios on b/h.

Figure demonstrates total cost, holding cost as well as stockout cost of E2E model,
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OPT decision and two base stock algorithms under different b/h ratios. According to these
results, E2E model is stable and closest to the optimal solutions in most cases, with respect
to different choices of b/h.

A.2.4 Sensitivity for Different Neural Network Local Minima

Since the loss function of neural networks are highly non-convex and contain many local
minima, when training neural networks using stochastic gradient descent (SGD) methods
(the classical way of training neural networks), we are very likely to get stuck in one of
the local minima. However, several recent research experimenting with larger networks and
SGD suggest that, while deep neural networks do have many local minima, they consistently
give very similar performance , . Consistent with the above results from machine
learning literature, we find the performance of our proposed E2E deep learning model has
similar property in numerical experiments. For instance, two different E2E models with the
default network structure and hyper-parameter are trained with different weight initialization
(random seeds). Figure visualizes the final weights of VLT layer_1 of the two trained
networks. And Table provides the performances of two networks on test data set. It
can be observed that although the two network weights are quite different, they have similar
performances on the test set in terms of total cost, holding cost as well as stockout cost.
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Figure A.3: Network sensitivity w.r.t. local minima. The two plots show the weights of
VLT layerl of two neural networks trained with different initialization.

A.2.5 Local Explainability for E2E Model

Finally, we exam the E2E model performance with respective to some important model
covariates, e.g., initial inventory level and review period. In particular, we check the network
performance regarding some formal specifications to ensure the network performance
is aligned with the common sense for inventory management. For example, if the initial
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OPT E2E (Network 1) E2E (Network 2)
Total cost 3022.60 3766.52(+24.6%) 3800.54(+25.7%)
Holding cost | 1925.70 2689.02(+39.6%) 2766.67(-+43.7%)
Stockout cost | 1096.91 1077.50(-1.8%) 1033.87(-5.7%)
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Table A.6: Comparison of two E2E model performance with different initialization seeds.

inventory level at time ¢; is strictly greater than time ¢, with all other covariates being same,
then order amount at ¢; should be lower than t,. Similar for the review period, the order
amount should be higher when the the review period is longer.
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Figure A.4: Order quantity as a function of covariates of different input features

Figure visualizes the one-dimensional relationship between the E2E model output
(order quantity), initial inventory level and review period for 5 different SKUs. It should be
noted that the same trend holds for all SKUs, while the slope and shape might be different
for different SKUs. Notably, the sensitivity results of the end-to-end model with respective
to both initial inventory level and review period satisfy the monotonicity specification. As
the initial inventory level increases, the order quantity monotonically decreases. Once the
initial inventory reaches certain threshold, the order quantity reduces to 0 as there’s enough
inventory before next review cycle and no need for further ordering. Besides, the model
output increases monotonically with respect to review period. The longer the review period
is, the more the order quantity should be.
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Appendix B

Supplementary material for Chapter 3

B.1 Supplementary Lemmas and Proofs

B.1.1 Lemmas and Proofs for Section [3.3

Lemma B.1.1. For any p > 0, w,(-) is a single-valued continuous function of p € Ak.

Proof. Proof of Lemma From part 2 in Theorem 9.17 of [139], the mapping w(p) :
Ay — S is a continuous function of p. O

Lemma B.1.2. Suppose that Assumptions[1.A and[1.B hold, and let w(-) : Ax — S be an
optimal solution mapping such that w(p) € W(p) for all p € Ag. Then, we have that: (i) f*
is the unique minimizer of minsey R(wo f;0); (ii) the optimal expected unregularized risk is
J* :=minsey R(wo f;0) = R(wo f*,0), and the value of J* is the same for all valid optimal
solution mappings w(-).

Proof. Proof of Lemma We first prove part (i). Suppose that there exists f # f* in

‘H such that
K

> pi(@)er(w(f(x)))

k=1
Since w(f*(z)) € W(f*(z)) and f*(x) is the true hypothesis, i.e., f;(z) = pi(x), we have

Ey <E,

> pil@)er(w(f*(x)))

K

Y pi@)a(w(f(2) = ) pilz)e(w(f*(2))
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for all z € X. Combining the above two inequalities yields

Y pi@)e(w(f(2) =Y pi(@)e(w(f(2))),

almost surely for all z € X. Hence, w(f(z)) € W(f*(z)) almost surely, which contradicts
Assumption Therefore, under Assumptions and f* is the unique minimizer of
minsey R(w o f;0).

We now show (ii). Let w(-),u(:) : Ax — S be two valid optimal solution mappings
such that w(p) € W(p) and u(p) € W(p) for all p € Ag. Thus, w(f*(z)) € W(f*(z)) and

u(f*(«)) € W(f*(x)) for all z, which yields 33, pi.(2)e(w(f*(2))) = 34, pi(@)er(u(f*(2)))
by the definition of W (-). Therefore, taking expectation with respect to z yields J* =
R(wo f*,0) = R(uo f*,0). O

Proof. Proof of Corollary [3.3.3.1 According to Theorem [3.3.3, we have

. . . V212 _Jlog(3)
R(w,, o fpn) < Ry(wp, o fpn; Pn) + o R, (H)+¢ 2n6

with probability at least 1 — g. Since f;ln is the ICEO minimizer,

Rn(wpn °© f;ﬁl;ﬂn) < Rn(wpn o f*ipn) < Rn(wpn o f*) + /)nﬁg-

Then we apply Hoeffding’s inequality and have

. 2log(2
Ry, 0 1) < Rau, 0 1) +29) 2228

with probability at least 1 — g. Combining the above two inequalities leads to the desired
result. O

B.1.2 Proofs for Section [3.4]

Proof. Proof of Proposition|3.4.1.2 Considering the kernel function K(p, p') = (c+pp')* with
p € RE | we first generalize the result of Example 13.19 from [143]. When the input p and

p’ are K-dimensional vectors, the empirical kernel matrix can have rank at most %

Therefore, the left-hand side of Inequality (13.56) from [143] can be upper-bounded by
5m 1 (5—1+K)!

(- Lhen we can apply Theorem 13.17 from [143] and set A, = 252, to achieve

inequality (3.4.1.2). Moreover, the empirical Rademacher complexity can be upper-bounded

by ¢/ - ((‘95__11’;5()!! with some constant ¢. Then if we have 6,,, > ¢3b4/ -~ ((‘98__11;[[(()!!, we can apply

Theorem 14.1 from [143] and therefore have the desired result inequality (3.4.1.2). O
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Proof. Proof of Corollary [3.4.1.1 The proof follow from a slight modification of the proof of
Theorem [3.4.1. We first consider

> () - <@m<LZ me:w—mmeﬁ

Then noted that

EDf(oc) [[wp,;(p)) — wp,j(p>|2] < EDp“wp,j(p)) - wp,j(p)|2] + 27%2‘TV(IDJ”(96)7 Dy),

because |w,,;(p)) — w,,;(p)|* is bounded by @? for all p € Ag. Thus,

EDf(ac) [lwy,;(p)) — Wy (p)|2]1/2 < EDprpJ (p)) — Wy, (p)|2]1/2 + w, \/2Tv(pf(x)> Dy).

Following the same reasoning of the proof in Theorem [3.4.1, the desired result follows. []

Proof. Proof of Theorem [3.4.1 By Theorem [3.3.3 (i), for any p, we have

R(w, o f;p) < Ru(w, o f;p) +

2 1 1
ﬂLc%n(fH) Iy Og(g)‘
p 2n

Noted that

%Z'C(wp(f(xi))vfi) — (@, (f(2:)),&)] < Le— lewp i) = 0, (f(@)ls

- Z Z|ij (z;)) —w,;(f(z:))] (B.1)

When the approximated oracle has a uniform error, we combine (B.1) and Assumption |3|to
have

1 L
=S lelwp (F(),€) = el (F ), )] < Le S &M (B.2)
i=1 j=1

When the oracle is noised, we consider two different distributions Dy(,) and D,. We let
Dy(y) denote the distribution of f(x) given a hypothesis f and the distribution of z, D,.
Moreover, we let D, denote the distribution used to generate training samples {(p;, w;)}",
for oracle approximation. Then, we apply the error bound (4) with distribution Dy, and
D, respectively and have

% Z [ (f(20)) = By (f(2:))] < By, [[wp(p)) — @y (0] + €] (n,6/24; ),
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and
~ 1 = ~ prob
Ep, [[wpj(p)) = @, (0)l] < — D (i) = @y (pi)| + 7" (m,6/2d;5G),
i=1
each with probability at least 1 — 5. Considering the total variation between Dy(,) and D,,

we have the following
Ep, ) [lwp.i(p)) = wo (0[] < B, [lwp;(p)) — Wy, ()] + diam; (S)TV(Dy(r), Dp),

where diam;(.5) is the diameter of S in the j-th coordinate and TV denotes the total variation.
This result holds because |w, ;(-) — @, ;(-)| is continuous and bounded by diam;(S). Thus,

n d m
1 - 1 - ro ro
2o @) = Dl < 32| S ) = )|+ €7 0 8/24:6) + £ 24,8:0)

=1 =1 i=1

+ dlamj(S)TV(Df(x), Dp),
with probability at least 1 — §. Therefore, we have
d 1 - ~ prob prob .
<L |3 g — )] + €7 (0, 6/20:G) + €7 (m,6/2d: G) | + diamn(S) LTV (D), D)
j=1 i=
(B.3)

with probability at least 1 — 4. Here we slightly abuse the notation and let diam(S) denote
the summation of coordinate-wise diameter along all coordinates.

Then and - follow from combining (B.2) and E with Theorem|3.3 -

and ((3.15) follow from the non-negativity of the regularlzatlon term.
Proof. Proof of Proposition3.4.1.3: We first consider the constraint BYz+b > 0,Vx,s.t. Az >

a is equivalent to

0 <min Blz+b .
st. Az >a (B.5)

for all k =1,..., K. Then consider the dual of (B.4)-(B.5)

—b, <max aly
s.t. ATyk = Bk
ye >0
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which reduces to find a feasible solution of the following group of constraints

aly, > —by,
ATy, = By, (B.6)
yr > 0

forallk=1,... K.
Then the normalization constraint 17(Bx + b) > 1,Vx,s.t.Az > a is equivalent to
1 <min 1"Bz+1"b
s.t. Ax > a,

@ w
oo N

similarly by considering the dual problem

1-1"p < max o'z
st. ATz =B"1
z >0,

which reduces to the following group of constraints

at2z>1—-17p
ATz = BT1 (B.9)
z > 0.

Finally, the constraint 17(Bxz + b) < 1,Vz,s.t.Ax > a is equivalent to

1>max 17Bz+17b (B.10)
st. —Ar<-—a (B.11)

by strong duality, it is equivalent to

1—1"p>min —d'u
st. —ATu=B"1
u>0

which reduces to

a’u>—-1+17b
ATy =—-BT1 (B.12)
u > 0.
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Appendix C

Supplementary material for Chapter 5

C.1 Illustrating Examples on Intertemporal
Dependence

In this section, we first discuss three widely used stochastic processes in contextual de-
cision making that are ¢-mixing. Therefore, these stochastic processes provide examples of
circumstances that the previously derived performance guarantees are applicable. Later, we
will introduce how the mixing coefficient can be estimated in practice for these examples.

Example C.1.1 (Moving average process). The moving average model of order ¢, or MA(q)
model, is defined to be

Y =€+ 0161 +Oogo+ -+ 04—y, (C.1)

where the process ¢, is iid noise with mean 0 and finite variance o2, and 6y, 6,, ..., 0,(0, # 0)
are parameters.

It is evident that if an contextual uncertainty process can be characterized as the moving
average process, then it is ¢-mixing. It is because that y; and vy, are dependent for any
1 < s <1 and independent for any s > q.

Example C.1.2 (Autoregressive process). An autoregressive model of order p, or AR(p)
takes the form

Y = prte—1 + payr—2 + -+ PpYr—p + & (C.2)
where the process ¢; is i.i.d noise with mean 0 (not necessarily Gaussian distributed) and
finite variance o2, and py, pa, . .. pp are parameters.

When noises €, are bounded, the autoregressive process enjoys the property of ¢-mixing,
under certain conditions [§]. Herein, we state the necessary and sufficient conditions for an
autoregressive process to be ¢-mixing, with bounded innovations.
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Theorem C.1.1 (Conditions of AR process to be ¢-mixing [8]). The p-th-order autoregres-
sive process defined in is ¢-mizing provided:

(i) Elflogle:[}T] < o0,

(i) the distribution of 1 has a non-trivial absolutely continuous component,
(i11) do is independent of &;

(iv) {et} are i.i.d. random variables

(v) the root of the characteristic equations 2P — p12P~! — .- — p, = 0 are less than 1 in
modulus

(vi) exists a finite constant ¢ such that |e1| < c.

On the other hand, [8] shows that an autoregressive process is not ¢-mixing if the noises
have an unbounded support.

Example C.1.3 (Markov modulated process). The Markov modulated process is a widely
adopted model that captures a random, fluctuating environment. According to the Markov
modulated process, the randomness of {Z;};°, only depends on the state of an exogenous
Markov chain {Y;}£2,.

We first review the mixing property of a Markov chain, then show that the ¢-mixing
property of a Markov modulated process is entirely determined by the ¢-mixing property of
the underlying Markov chain, no matter how the distribution of {Z;}{°, depends on Markov
chain {Y;}9°,. The sufficient and necessary condition for a stationary Markov chain being
¢-mixing is the uniformly ergodicity (stated in the proof of Theorem 19.1.1 in [63]).

Definition C.1.1 (Uniformly ergodicity). A positive Harris recurrent Markov chain with
transition probability kernel P and invariant distribution 7 is geometrically ergodic if there
exists a real number s < 1 and a M < oo on the state space 2 such that

| P"(z,-) — w(-)||rv < Ms™, x € (C.3)

where ||p, v||1v = sup e |(A), v(A)| denotes the total variation distance.

Then Proposition [C.1.1.1| demonstrates that the mixing property of the Markov modu-
lated process depends on the mixing property of the exogenous Markov chain.

Proposition C.1.1.1. The Markov modulated process is ¢p-mizing if the exogenous Markov
chain that drives the demand is ¢-mixing.
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Proof of Proposition|C.1.1.1. Let 0., and 0., denote the sigma fields of the Markov chain
and the contextual uncertainty process, respectively. By considering a larger sigma field, it
is clear that

sup | Pr[A|B] — Pr[A]| < sup | Pr[A'|B'] — Pr[A']|
AGO’Z n+k A/GU(U‘L n+k’o§on+k))
Beo? _ B'eo(o, kT2 — oo

We first consider the events A’ and B’ that take the form A’ = AN A and B’ = BN B,
respectively. For such events A" and B’, we have

sup | Pr[A'|B'] — Pr[A']| = sup | Pr[AN A|B| — Pr[AN Al (C.4)
n n
A'=AnA Aeo, ., A€a
AEO’Z n+k’Aﬂ€ad n+k ~€ z’gfjngd’n+k
B'=BnB Beo®, . BET _ .

BEUx n-Hc’BEUd, =)
Note that for any n and B, by the definition of Pr[A N A|B’] and Pr[A N A], we have the
following results
sup | Pr[An A|B'] — Pr[An A]|

AEU;?R+,C,AEUZ?R+,€

= sup |/ (dz|B")P(z € A|X) — / P(dz)P(z € A|X)|,
Aco® oot ATk
=max{ sup |/ (dz|B") dz))P(z € A|X)|, sup |/ P(dxz|B') + P(dz))P(z € A|X)|}
AEO’IY Ao
A€otk Aef’d ntk
< sup |/ P(dz|B') — P(dz)| = sup |Pr[A|B'] —Pr[A]|.
A o A Aeofn+k
Therefore,
C.4) < sup ’ Pr[A|B N B] — Pr[fl]‘ = sup | Pr[A|B] — Pr[[l]‘ (C.5)
n n
Aeo—;?n-‘—k AEO’I ,n+k
BEUgon+k,B€Ug —oo BGO’I n+k

Then we consider all events A’ and B’ such that A" € 0(05, 4,05,,) and B’ € 0(055, 14,07 _)-
For any B' € o(o2° O ntks 27_00), there are countably many disjoint sets B; N B; such that
B = UZBi N B;. Moreover, it is possible to make all Bis disjoint. Note that

T PI‘BZQBZ =
Pr[A'|B] = ZWPIM |B; N By,

the supreme over Bi N B; must be obtained at a certain BZ- N B;. Thus,

sup | Pr[A'|B'] — Pr[A']| = sup | Pr[A'|B'] — Pr[A]].
A EO’(O’I n”j—kp-d n+k) AIEU(UI 'nj—k7o-d n+k)
B'eo(o°, kT h o) ~ B'=BNB
BEagf’nJrk,BEUgﬁoo
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Then for A’ = U;A; N A;, where A; N A;s are disjoint and we can make As disjoint as
well,

sup | Pr[A'|B'] — Pr[A]] = sup 1> (Pr[4; N Ai| B') — Pr[4; n Aj))]
Aeo(0 K Tdn k) A'€o(07 kTG ntk)
. B'=BnB _ B'=BnB
BEo;f’n+k,B€og!7oo BGa;f’nJrk,BGagﬁoo

and the supreme can only be achieved either all terms Pr[A; N A;|B'] — Pr[A;Nn A] >0 or
all terms Pr[A4; N A;|B'] — Pr[A; N A;] < 0. Therefore,

sup | (Pr[A; N Ai| B'] — Pr[A; N Aj])|
- A;NA; i
AiEU;?nJrk,AEogf’nJrk)

B'=BNB

D oo n
Beaac,n+k’B€Ud,—oo

= sup > | PrlA; N Ai|B') — Pr(A; 0 Aj]
AiﬂAi 7
Aieo—gc,)n+k’Aeo-3?n+k)

- B'=BNB
BGU;?n+k,BEUg’7OO

<> sup | Pr[4; N A;|B] — Pr[A; N Aj]|
1 5 AlﬂAl
AZ-EJ;?n_‘_k,AGO'g,On_‘_k)
_ B'=BnB
BEUgf’nJrk,BEUgﬁoo

<> sup |Pr[4|B] - Pr[A)]
i AiEO';f’n_‘_k
BEagf’nJrk

: by (C.5)

= sup ‘Pr[Ui[lﬂB] - Pr[/LH = sup ‘Pr[fl|§] — Pr[4]|.

A¢€Ufn+k Aea;,on+k

Beo, 1k Beoy, i
The above result states that the ¢-mixing coefficients of the contextual uncertainty process
are less than the ¢-mixing coefficient of the Markov chain. Hence, if the Markov chain
is ¢-mixing, the contextual process that is modulated based on the Markov chain is also

¢-mixing. O

Note that evaluating the ¢-mixing coefficients for both autoregressive and Markov mod-
ulated processes reduces to evaluating ¢-mixing coefficients for Markov chains. Instead of
another mixing coefficient, the S-mixing coefficient, to the best of our knowledge, there is no
existing results that provide closed-form representations or consistent empirical estimators
of ¢(k) for a Markov chain ([100, |101]). In the following, we provide a general recipe for
calculating the ¢-mixing coefficient, ¢(k) of a Markov chain when its transition kernel is
given.
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Although a closed-form representation is not achievable, [37] provides a closed form upper-
bound for ¢(k). According to Proposition 1 of [37], for a stationary homogeneous Markov
process X; with state space (X,F), transition kernel P.(dy), and stationary distribution
m(dx), there is an upper-bound for ¢-mixing coefficients:

d(k) < 2esssup || PF — 7|y (C.6)
7(dz)

Recall that it requires uniform ergodicity for a Markov chain to be ¢-mixing,

¢(k) < 2esssup || PF — w||rv < Ms", (C.7)
mw(dx)

Then the mixing coefficients can be bounded by Ms* if the uniform ergodic coefficient M is
available. On the other hand, when M is not given, the upper-bound of ¢(k) can be directly
derived by computing ||P¥ — 7||pv. Particularly, suppose both P*¥ and 7 are absolutely
continuous with respect to another measure p with the Radon-Nikodym derivatives f, and
fr respectively, we have ||P* — ||y = || fo — fxll1-

Example C.1.4 (Markov chain with finite state space). Consider a Markov chain with
state space S = {1,...,N},2 < N < oo and transition probability matrix P and stationary
distribution 7. When P is diagonalizable, [102] provides an approach to calculate M and s:

Proposition C.1.1.2 (Theorem 4.1 of [102]). Suppose B;, j =1,..., N’ are distinct eigen-

-----

Mz (P—Bil) ||, where e; is the probability measure con-

----- TG
centrated at state 1.

C.2 Supplementary Proofs for Section

Proof of Lemma[5.7.2. Firstly, we bound the probability of Z; # Z; for each 1,

Pr(Zi # Z;) =Pr(|| Zill > M(n))
= Pr(exp(|[Zi[|%) > exp M(n)*)
<4

~exp(M(n)?)’

where the last inequality is a result of Markov inequality and the light-tail property of Z;.
Then Pr(S # S) can be bounded by ﬁ’i(n)) by applying the union bound. O]
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Proof of Theorem [5.4.3. Since the upper bound of loss function L(M,n) = byM(n), (5.8)

becomes

Pr [|R(hs) = Remp(hs)| > & + (6b + 2)fo/n + GboM () dos"]
—22%(1 = 5)/(1 — 5+ 260)’
n((b+2)2% 4 2byy M () st + by 22

< 2exp ( )+ Aexp (Inn — M(n)). (C.8)

The first step is to calculate b*. Since 0 < s < 1, the term 2bydo M (n)s® decreases as b grows.
In the meanwhile, (b + 2)2*80 increases as b increases By letting the derivative of the two
terms equal zero, there is 2 = bypo M (n )ln s¥". By plugging b = b* to both sides, can

be represented as
1
Pr [|R(hs) = Remp(hs)| > €+ (6b+2)Bo/n+ 68/ (nln g)]

2e%(1 - s)? n
(1= 54 2¢0)? (In(2%22nM (n) 2% + 46, + 255 + boM (n))?

<2exp(— )+Aexp (Inn—M(n)).

To balance the convergence rate of the two terms on the right hand side, we choose M (n) =
Mon/(@+2) and have
1
Pr [|R(hs) — Remp(hs)| > & + (65 +2)fo/n + 660/ (nln )]

2e%(1 - s)? n
(1 —s42¢)? (m(%Monul/(aH))ﬁ% + 48y + 21% + boMon/(a+2))2

§2exp(—

)

+ Aexp (lnn — na/(a+2)).
O

C.3 Supplementary Proofs for Section

In this part, we state the detailed proof of Lemma [5.5.3 and Lemma [5.5.4.

Proof of Lemma[5.5.3. We consider two possible samples S and S? that only differs in the
ith point, and have

O(S) = @(S") < [Remp(hs) = Remp(hsi)| + | Rasri1 (hs|S) = Rugra (hisi| S].
First we consider the empirical risk, due to the uniform stability
1
Remp(hs) = Bemp(hsi) < Z le(hs, 2)) = clhsi, 25)| + —lelhs, z1) = c(hst, 27)]

J#l
s 2M
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Then we consider S being a copy of S that is independent of Znirge1 and S° being S with
the last b points removed. Then we have

Rt (h1S) = Rurrn (hs| )| =[Ele(hs, zusr1) 5] = Ele(h, 2] + 263
SQbﬁ + 2M‘|Pn+r+1<"fnfb) - Pn+r+1HTV

<23+ Mn?_y 0y < MITETHL 60, 4 208,

The first inequality follows from uniform stability, the second inequality follows from Lemma
2 of [87], and the last inequality is achieved by applying Lemma|5.5.1. Similarly,

SY| =[Ele(hsis, 2nar41)|S™) = Ele(hgin, Znsrr)]| + 208
S2]\4||Pn—&-r—i-1('|]:n) - Pn+r+1||TV + 2b6

<M i + 208 < MITHTHL 60, + 2053

|Rn+r+1(h5i gz) - Rn+r+1(h5i

Then, by uniform stability,

’Rn+r+1(h5|‘§) - Rn+r+1(h5i“§i)| :’E[C(hSa 2n+r+l)] - E[th% gn—&-r-i-l)” < 23'
By combining the above results, we have

Rpgri1(hs]S) = Rugrin(hsilST)
<|Rntrs1(hs|S) = Rugrs1 (hs]S) + Ruri1 (hsS) — Rpgrir (hisi|SP)
+ Rgri1 (hil S1) — Rpyryr (hisi|SY)|
<|Rpsrt1(hs]S) = Rugr1 (hs|S)| + |Rugrs1(hgil ) — Rugrin (hi] SY)]
+|Rnyr41(hs|S) = Rusria (hsi] S7)]

~

S2MIIPHHL 0, + (2 + 4b) 5.

Then the desired results follows:

‘ .M
P(S) — D(S") < (4+4b)3 + 27 + 2MILA 6,
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Proof of Lemmal[5.5.4. For simplicity, we let Pl-j denote the marginal of P on (Hi:iﬂk, Hi:i}"k).

1 « s 1
E[®(S)] =— > _(Elc(hs, 2i)] — Ele(hs, 2niri1)]) < 605+ — > _(Ele(hs,, z)] — Ele(hs, zntr11)])
=1 =1
(C.9)
.M 1 "2
<6b3 + T n_3b (Elc(hg,, Zi)] — Elc(hg, , Zntrt1)])
i=b+1
n—2b
— " 2M(ER(1Fis) — Pllav +EI P C1F) — Pl
i=b+1
+ E||Pr+n+1('|]:n—b) - Pr+n+1||TV) (C.lO)
n—2b
6bM  2M . . _
<63+ —— + T (s a6+ TG0 6+ TG 6)
i=b+1
n— 2b
t oz 3b (hg,: Z)] = Ele(hg,: Zntri1)]) (C.11)
oM n—2b 1 n—2b
n+r+1
<6b3 + n—3b 213;1 i a6+ T 0+ T 6) + n—3b Z; [Prere = Pilrv
(C.12)
. IM n—2b
<6b5 + —3b Z (I p+101 + Hl 1+10l + H?tﬁlle) +A
i=b+1

Inequality (C.9) follows from the uniform stability and (C.10) is achieved by considering four
independent blocks split by three gaps with length b and apply Lemma 2 of [87]. Inequality

(C.11) and (C.12) follow from Lemma [5.5.1. O
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