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ABSTRACT

Sustainable operations has transformed in the past decade, as interest from consumers,
companies and regulators has increased. There has been a growing excitement and necessity
to leverage the large-scale data collected to improve the modelling and decision making
around sustainable operations. In this thesis, we introduce new methodologies to support
data-driven sustainable operations, and in specific deal with topics around electric vehicles
and the COVID-19 pandemic.

In Chapter 2, we consider the problem of electric vehicles (EVs) as distributed storage for
the electric grid. While electric vehicles can act as batteries supporting both the home and
the electric grid consumption, uncertainty around car usage must be accounted for before
they can be used in practice. We introduce a driver behavior-focused dynamic optimization
for the charging and discharging of electric vehicles. We characterize policies that are inter-
pretable to drivers to address distrust of automatized discharging of car batteries and prove
analytically the regimes under which such policies are optimal. Finally, we work closely with
an American EV manufacturer to show the dollar and carbon footprint that can be expected
to be saved from discharging based on driving behavior. We do this by clustering drivers
based on their driving behavior to derive probability distributions of when and how much
drivers use their car to feed into the dynamic optimization.

We further develop the challenge of data-driven decision making in sustainability through
Chapter 3. Rather than learning probability distributions as in Chapter 2, we introduce a de-
terministic approach in which a tree-ensemble model, specifically a random forest, forecasts
how much drivers use their EV. This gives rise to a challenge from the predict-then-optimize
literature around the tractability of optimizations in which an objective function is deter-
mined by a tree ensemble model. In this chapter we introduce an Upper Bounding Method
for Optimizing over Tree Ensemble Models, UMOTEM. We demonstrate the scalability of
UMOTEM, showing it grows linearly with regard to both the number of trees in the ensem-
ble as well as those trees’ depth. This is a strong improvement over comparable formulations
which grow exponentially. We also bound the optimality gap introduced through the ap-
proximation, characterizing it using features of the random forest such as leaf separation
and in-sample error. We computationally compare our approximation to similar methods,
demonstrating that the algorithm captures over 90% of optimality in 2% of the runtime
for publicly available datasets. Finally, we demonstrate the use of UMOTEM through two
case studies. First, we take the same case as Chapter 2, and show how UMOTEM can be



leveraged to optimize the charging and discharging of EVs. Second, we work closely with Or-
acle Retail to apply UMOTEM to promotion scheduling in order to determine an optimally
markdown strategy for a fashion retailer.

In the final chapter of this thesis, we address data-driven decision making in one of the
other major operational challenges to affect the globe, the COVID-19 pandemic. We develop
a SIR-based model that can account for multiple waves. This model is agnostic to what drives
the new waves (new variants, behavior changes, government policies, etc.) but takes a data-
driven approach to identify when infection rates change. We prove analytical guarantees on
how fast new waves can be detected. When modelling COVID-19, we show a new wave can
be expected to be flagged within half a week. We also show strong computational results on
COVID-19, demonstrating improvement over top COVID-19 forecasting models used by the
CDC.

Thesis supervisor: Georgia Perakis
Title: John C Head III Dean (Interim), MIT Sloan School of Management
Professor, Operations Management, Operations Research & Statistics
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Chapter 1

Introduction

1.1 Motivation

The United Nation identified 17 goals as part of its 2030 Agenda for Sustainable Develop-
ment [1]. These goals are intended to “recognize that ending poverty and other deprivations
must go hand-in-hand with strategies that improve health and education, reduce inequal-
ity, and spur economic growth — all while tackling climate change and working to preserve
our oceans and forests”. Among several other initiatives, these goals include good health
and well-being, affordable and clean energy, climate action and decent work and economic
growth. It is exactly this framework that we aim to make actionable through developing
data-driven decision making tools that enable sustainable operations. We focus on two spe-
cific areas within this thesis. First we will discuss affordable and clean energy by exploring
the potential of the vehicle-to-grid market. Second we will deal with the operational chal-
lenges around good health and well-being during the global crisis of the COVID-19 pandemic.
Drawing insights from close collaborations with industry partners such as an American EV
Manufacturer, Oracle and the Center for Disease Control, we show a tangible impact on
sustainable decision making in a variety of contexts.

Regarding clean energy and climate action, we are at a point of unprecedented investment
in green technology. In 2022, global investments in decarbonizing energy surpassed $1 trillion,
nearly doubling our investment in 2019 and for the first time reaching equivalence with our
investment in supporting fossil fuel supply [2]. In the United States, the Inflation Reduction
Act committed over $369 billion towards energy security and reducing climate impact [3].
This interest has only been matched from the industry perspective: “92 percent of executives
say that new businesses built in the next five years will address sustainability to some
extent—and 42 percent expect to put sustainability at the center of their new businesses’
value proposition” [4]. A significant role will be played by renewable energy generators
and the electric grid during these investments, as clean energy is the base upon which a
lot of green technology rests. However, with these unprecedented investments rise new and
exciting operations management challenges. Specifically, as we move towards more renewable
resources, the ability to produce electricity in time with demand diminishes. Instead, rises
a need for energy storage or the ability to produce electricity when renewables allow and
store it for when demand needs it later. Electric Vehicles (EVs) have been discussed as a
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way of providing a distributed energy storage resource to the electric grid, allowing for a
new market to emerge from vehicle discharging. Amidst this excitement about a potential
new market, there has been interest in understanding exactly how much capacity EVs have
to offer the grid.

In the realm of health and well-being, one of the greatest challenges in recent years has
been the COVID-19 pandemic. COVID-19 led to widespread illness, hospitalizations, and
deaths globally. It strained healthcare systems, causing shortages of medical supplies and
hospital resources. The pandemic exacerbated mental health issues due to social isolation,
anxiety about the virus, grief from loss of loved ones, and economic stressors such as job loss.
Beyond the phsyical and mental health impact, it had significant economic consequences as
well. Global supply chains faced disruptions due to factory closures, transportation restric-
tions, and increased demand for certain goods such as personal protective equipment (PPE)
and medical supplies. Small businesses, restaurants, and other establishments faced closures
or significant revenue losses due to lockdowns and reduced consumer spending. It became
important to be able to understand and predict new waves of COVID-19 so that individu-
als, businesses and policy-makers could respond accordingly. From helping epidemiologists
and public health officials understand the transmission dynamics of the virus, to providing
decision-makers with valuable insights into the potential impact of different policy inter-
ventions, to forecasting the trajectory of the pandemic and anticipating future waves of
infections, operational modelling played a significant role in the response to COVID-19.

In parallel with this interest in sustainable operations, both regarding clean energy and
healthcare, there has been growing excitement around using large data to drive decision
making. Organizations have become increasingly reliant on data from their operations and
customers to determine forecasts and decisions. When planning, businesses often engage
in a two step process, first forecasting what will happen in the future and then second,
using these forecasts to optimize decisions. However, the quality of the decisions eventually
made, and their real world outcomes, are wholly dependent on the caliber of the predictive
models built. Even if an optimization method is able to find the true optimal point when the
objective function is determined by a model, the usefulness of this solution will be negligible
if the model’s representation of the real world is poor. It is for this reason that there has
been a large push in research to understand how cutting edge methods can be used as
inputs when optimizing decisions. This thesis focuses on data-driven modeling to uncover
patterns and behaviors essential for informed decision-making. Beyond modeling, the thesis
explores the integration of these models into optimization frameworks to determine optimal
strategies. Analytical proofs validate the robustness and generalizability of the proposed
models, ensuring their applicability across diverse contexts. By bridging the gap between
technical methodologies and real-world business needs, this thesis offers an approach to
tackling the operational challenges of sustainability-focused businesses in today’s dynamic
marketplace.

1.2 Contributions

The main contribution of this thesis is developing methods for making data-driven decisions
in sustainable operations. This is achieved through a focus on methodological work which
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pairs new algorithms with analytical theory to show generalizability and close collaboration
with partners in industry to quantify impact.

In terms of methodology, this thesis introduces three novel algorithms for incorporating
the wealth of available data into optimal decision making via machine learning models.
All three models address settings where there is access to high-volume, granular data but
there is uncertainty in how to filter or transform the data to inform decisions in a tractable
way. In Chapter 2, we discuss a clustering approach to subset the drivers into relevant
groups and learn probability distributions on consumer behavior. This allows us to reduce
information on a specific driver to relevant clusters, and we validate the number of clusters
through testing. In Chapter 3, we deal with tree ensemble models, a category of machine
learning models, and introduce an approximation algorithm that can tractably solve objective
functions determined by these tree ensembles. In Chapter 4, we model how the granular data
on new COVID-19 cases and deaths can be used to identify when a new wave is starting.
In doing so we create an algorithmic solution to not just flagging new waves but also to
determining when COVID-19 infection data is too outdated to be considered when training
models for the current wave of the infection.

In addition to introducing these methods, we are able to guarantee properties on these
models that make them widely applicable to other settings. Specifically, in Chapter 2,
we guarantee that policies produced by the model will be first interpretable, specifically
following a two-threshold policy and second, tractable to solve, showing that the optimization
solution can be found in closed form. In Chapter 3, we bound the expected optimality gap
of the approximation algorithm based on features of the random forest to show under what
setting the algorithm will perform well. Specifically we demonstrate that as separation
between predicted values and in-sample accuracy increases, the expected optimality gap of
the approximation will decrease. Finally in Chapter 4, we prove how long it should take to
identify new waves of COVID-19, and for the parameters of the 2020 pandemic, show that
it should take less than a week.

Finally we work closely with industry collaborators to quantify the impact of the work.
This verifies that the practical relevance of the work. We do not just identify an application
where the model’s performance is strong but collaborate closely with industry partners to
make sure that the outputs of the algorithm give tangible insights and recommendations to
decision makers to improve their process. In Chapters 2 and 3, we work closely with an
American EV manufacturer to assess how much capacity EVs have to potentially power a
home or give back to the grid. This has been used to evaluate the potential of the vehicle
discharging market and determine investments. Through this we show that EV drivers can
save between $41-$95 in 12 days. In Chapter 3, we also discuss a case study with Oracle
Retail where the model is used to determine promotion markdowns for a fashion retailer.
We show an optimal discount strategy could improve store revenue by 12-13% in a 21 week
horizon. In Chapter 4, we compare the results of the multiwave model against top models
submitted to the CDC. We demonstrate that the multiwave model, with an out-of-sample
error of 7-8%, significantly improves upon the original epidemiology model, which had an
out-of-sample error of 27-31%. We also outperform top CDC forecasting models, especially
as a new wave begins.

The organization of the thesis is as follows. In Chapter 2, we develop an optimization and
guarantees for how to optimize the charging/discharging of EVs in the distributed electricity
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storage market of vehicle-to-grid. In Chapter 3, we propose an algorithm for tractably
optimizing when objectives are determined by tree ensemble models and discuss examples in
electric vehicles and retail promotions. In Chapter 4, we propose a multiwave epidemiology
model for flagging and modelling new epidemic waves. The chapters of this thesis are self-
contained and can be read in any order.
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Chapter 2

The Role of Driver Behavior and
Interpretability in the Vehicle-to-Grid
Market

2.1 Introduction

In the coming decades, two major changes are expected to affect the electric grid network.
First, we expect a growing investment in decarbonizing the grid. In 2022, global investments
in decarbonizing energy surpassed $1 trillion, nearly doubling the investment in 2019. For the
first time these investments were equivalent to the investment supporting fossil fuel supply.
This growth is only expected to accelerate, as demand for wind and solar increases and
governments enact regulation to ease the transition. The second change is the automotive
industry’s transition from Internal Combustion Engines to Electric Vehicles (EVs). The
demand for EVs has shot up exponentially, with year over year growth going from 4% between
2020 and 2021, to 14% between 2021 and 2022 to a forecasted 35% between 2022 and 2023 [5].
This demand has only been matched by automotive companies, as manufacturers promise to
transition their fleets to fully EV. Both Ford and Stellantis forecast that their American fleet
will be at least 40% EVs by 2030 [6], [7]. General Motors has promised that they will sell
only zero emission vehicles by 2035 [8]. While promising, both of these changes pose risks to
the electric grid network. Specifically, as the electric grid network becomes less dependent on
carbon-based sources, and instead replaces general generation with renewables, the ability
to match supply of electricity with demand decreases.

Instead what rises in importance is storage, that is, the ability to create energy when
renewables allow and store it for when demand requires it later. The supply and demand
mismatch is very costly for the electric grid, as carbon-based generators must compensate
the fluctuating demand with generation in order to match the new variability of the net
demand (demand without solar or wind production) curve. In addition, the cost of flexible
generation is reflected in the price of energy, making increased renewable portfolios expensive
for consumers [9]. Other concerns about greater reliance on renewables include oversupply
risk, where renewable generators which were planned to have lower generation unexpectedly
produce at higher capacity resulting in price volatility and reliability costs. Experts also
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expect challenges around frequency management if the grid is dependent on renewables as
the primary source of electricity generation. In frequency management, utility companies
manage the load on the grid to hold a consistent Hertz in the electricity through granular
control of the supply. As dependency on renewables increases, this kind of minute control
decreases leading to concerns about frequency reliability. However, if the grid supported
large-scale storage, these problems could be directly addressed as during the times the grid
is oversupplied, the energy could be directed towards storage and when it is under-supplied,
the energy can be pulled from storage. Furthermore, by pulling from storage the grid could
maintain its granular control of the grid’s frequency.

However, supporting storage at the scale the grid would need is a costly proposition.
Therefore, in this work we consider EVs as a form of distributed storage for the electric
grid, when EVs are stationary and plugged in the grid. Selling energy from an EV’s battery
to the grid, commonly called vehicle-to-grid (V2G), or giving energy from the vehicle to
the home to reduce demand referred to as vehicle-to-home (V2H) is a proposed market
that has yet to appear in the US at scale. Nevertheless, this is of significant interest to
both utility companies and regulators. For example, in Spring 2023, California considered
requiring all electric vehicles sold in the state to be required to have V2G capabilities built
in [10]. Despite this interest, there are still outstanding questions on how large the V2G
market is expected to be. For example, a significant concern is if enough EVs will be
attached to the grid during the times when the grid needs storage or if these EVs will
have enough energy in their battery to support the grid. Furthermore, drivers purchase
EVs to use them as personal vehicles first and foremost. Two significant questions in this
field are how can the car be discharged to support the grid given uncertainty around how the
driver will use their vehicle? And how can we generate charging and discharging policies
that are easy to communicate and trustworthy to drivers? In this work we address these
questions by proposing and analyzing a dynamic programming (DP) model which controls
the charging and discharging of electric vehicles. We take a driver-focused perspective,
optimizing when the car should charge/discharge to serve driver interests regarding their
profit, carbon footprint, driving ability and range anxiety. This is because, as a privately
owned vehicle, the driver’s needs must be satisfied for them to participate in the market.
We then aggregate independent individual-level optimizations to size the total potential of
the market. We learn using actual deidentified data from our industry collaborator (a large
EV manufacturer) probability distributions for driver usage, and use these as transition
probabilities in the DP. Through this work, we propose policies that are easy to communicate
to drivers and have structures that can be considered reliable. Through our partnership with
a large American EV manufacturer, we use their deidentified driver data to quantify what
these policies are for drivers and demonstrate dollar and carbon benefits to the drivers. More
generally, this close collaboration aims to help our industry collaborator to assess how much
capacity EVs have to potentially power a home or give back to the grid.

2.1.1 Contributions

In what follows, we highlight the contributions of this work in more detail:

e We introduce a driver-focused dynamic optimization model that incorpo-
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rates the EV charging and discharging behavior: We take a driver-centric view
in this optimization and formulate a DP that allows for both the charging and dis-
charging of EVs while accounting for uncertainty around driver behavior. We include
as part of our objective and constraints concerns around having enough energy in the
EV for emergency driving and departing with less than necessary charge. We explicitly
value how much the driver uses their car.

e We characterize policies that can be understandable to drivers: We address
driver distrust of discharging by guaranteeing that policies are easy to communicate.
We quantify this by defining policies which have a monotonic relationship between the
recommended quantity to charge/discharge and the charge level of the car. As a result,
drivers can see exactly at what charge level and time their car’s policy will switch from
charging to discharging.

e We analytically prove the monotonicity of the policies that the DP gives
rise to: We guarantee parameter regimes under which the DP policies are monotonic
and can be found in closed form. As part of this work, we show that the required
parameters directly reflect the optimization’s focus on supporting the drivers’ car us-
age. We validate our theorem’s assumptions through actual deidentified data from our
industry collaborator and confirm that these assumptions indeed hold in practice.

e We quantify the impact in terms of dollar and carbon benefit: We work closely
with a large American EV manufacturer to cluster their drivers into subgroups from
which driver behavior probability distributions can be learned to use in the DP. As
part of this we show that eight clusters of driver behavior are cohesive and provide
clear patterns for car usage. We then show what is the dollar and carbon impact
of discharging on each of these clusters, with on average $95 dollars and the carbon
equivalent of 91.1 gallons of gasoline saved in 12 days.

2.2 Literature Review

In this section, we provide a brief review of the related literature for V2G, energy storage
and load management for the grid, and EV charging. While existing literature has analyzed
the problem from the utility’s perspective of load management or storage, as well as from
a fleet owner of EVs, to the best of our knowledge this is the first work that has taken an
individual driver’s perspective on how much drivers can offer the grid outside of their daily
driving needs. This is also the first work to accomplish this using deidentified individual EV
driver data from a collaboration with a large American EV manufacturer.

Vehicle-to-Grid:

V2G is still an emerging market, with only a couple of pilots occurring around the United
States as of 2023. As such the literature around the capacity, levers, marketing and impact
of V2G is still emerging. However, forecasting the potential of the V2G market has already
begun both in literature and in practice. From a broad forecast of V2G capabilities, [11]
describe the stages of V2G capabilities as both the market share and technical sophistication
of V2G management increase. More concretely, [12] model the economics of V2G from the
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perspective of an aggregator of a fleet of EVs, where contract parameters, such as how long
the car will be attached to the grid, or the car’s usage when it is away is fully known,
demonstrating an estimated profit to drivers of $132 to $177 annually (translated to USD
from the euro). [13] also optimizes V2G charging and discharging, assuming drivers provide
knowledge of departure times when joining the charging system. [14] propose a heuristic to
the optimization, where they assume the car will be used from 8 AM to 5 PM, and as a result,
no charging is allowed during this window. Their model assumes that the car needs at the
start of the day, 8 AM, to be fully charged, resulting in an estimated profit to the driver of
$140 to $250 annually. [15] formulate a two-stage stochastic integer program to optimize EV
fleet planning to support carsharing and V2G with the remaining capacity. Similarly, [16]
considers the business case where the main purpose of the fleet is car rental and remaining
capacity is offered to the grid in V2G. By comparison, we tackle this V2G management
problem without assuming deterministic knowledge of driver usage or departure time. Unlike
cases where an EV fleet owner controls how much of its inventory is used for carsharing or
rental, we analyze the case where the aggregator does not control driver behavior and hence
usage.

EV Charging:

Closely related to the field of V2G is EV battery charging and management, as timing
charging is half of the V2G operations. [17] consider the chemical nature of lithium-ion
batteries, the current standard for EV batteries, and model optimal management for safety
and battery lifetime while also giving insights into the challenges of estimating a battery’s
state of charge. [18] models scheduling vehicle charging from the perspective of the elec-
tric charging service provider under stochastic EV arrivals to the system. [19] optimizes a
charging policy for system operator of an on-demand transportation fleet while taking into
account demand, fleet size and spatial considerations. [20] propose a smart charging model
in which utility companies announce charging cost/time pair options in order to help with
load management and show both cost and emissions savings that result from such business
models. [21] tackle how to charge an EV fleet to make EV carsharing profitable. [22] use
spatial pricing of electricity to manage the load EVs place on the electric grid. [23] model
how an aggregator can negotiate on behalf of individual drivers for cheaper charging regimes.

Stationary Storage:

The optimization regime for charging and discharging under V2G we propose in this
chapter, is similar to the stationary storage (SS) model, in which stationary batteries are
used either by individual consumers or larger utility firms to support electric needs. Unlike
V2G in which battery storage is an ancillary benefit to the vehicle, which is primarily a
means for transportation, SS units are purchased for the purpose of storing energy. [24]
consider off-grid use cases, namely found when consumers are remote, and understand ap-
propriate investment in renewables and storage, with back up carbon-based generation. [25]
create a storage control policy and analyze how utility companies should invest in storage
capabilities alongside renewable energy (wind and solar) and flexible generators (natural
gas). [26] propose a model for storage owners to bid in the day-ahead energy markets while
maintaining capacity for the intraday market. [27] propose a dynamic programming model
for coordinating energy storage when there is uncertainty about renewable supple, energy
prices and energy demand. The main challenge we have to account for compared to these
works is uncertainty about when the car will be attached and how much energy to hold in
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reserve for the vehicles normal driving. SS units naturally are available all the time, while
EVs as storage have significantly more uncertainty.

As stated at the beginning of this section, we bring actual deidentified driver data from
an EV manufacturer to be able to model individual EV driver behavior. In doing so we can
take a driver centric approach to the challenge of V2G when EVs are privately owned (as
compared to the case when EVs are controlled by a single fleet owner). As a result we are
able to propose a model formulation and optimal policies that can be easily communicated
to drivers and directly incorporporate their driving patterns to serve their car usage first
and foremost and then within remaining capacity, serve the grid.

2.3 Model Formulation

Individual drivers cannot just offer energy to the grid through V2G just when it is conve-
nient for them. There needs to be some central coordinator (decision maker) for when cars
discharge helping control the market and negotiating with utility companies for the prices
the cars discharge at. This role can be played by the utility companies themselves, EV
manufacturers or another market operator, who is offering vehicle-to-grid profit opportuni-
ties to the drivers and controls if and when an EV discharges energy. As a result, in this
section, we will introduce a dynamic programming formulation from the point of view of the
central decision maker which will incorporate the charging and discharging driver behavior
of an EV’s battery. Our formulation takes into account two stakeholders, the driver and the
central decision maker, making decisions during 7" time periods. The driver owns the EV
and wishes to first use their EV as a vehicle, but within their remaining capacity, use their
EV to earn or save money by V2X (here V2X refers to the combined market of V2G and
V2H). The driver will not change their driving behavior to earn or save more money and
does not want any V2X decisions to significantly impact their driving behavior (that is, driv-
ing needs). The central decision maker, such as the car manufacturer or a utility company,
acts on the driver’s behalf by having aligned incentives (namely the central decision maker
also aims for the EV to be used first as vehicle and then under remaining capacity allow the
driver to earn or save money). They control the charging and discharging of the vehicle when
the vehicle is attached to the grid. Nevertheless, it is important to note that the central
decision maker does not have information on exactly what driving decisions the driver will
make. As a result, we do not consider a bilevel optimization formulation because the central
decision maker and the driver’s incentives are aligned. At each time period, t = 1,..., T,
the following sequence of events occurs:

e If the car is attached to the grid:

— At the start of the time period, the central decision maker decides whether to
charge or discharge the car’s battery during the time period.

— At the end of the time period, the driver chooses whether to remain at the grid
or depart from the grid.

e If the car is away from the grid:
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— At the start of the time period, the driver decides how much to discharge their
car during that time period.

— At the end of the time period, the driver chooses whether to remain away from
the grid or return to it.

The central decision maker, while acting on behalf of and for the benefit of the driver, does
not have direct information on the driver’s choices during these 7" time periods. This means
that when the central decision maker develops an optimal charging or discharging policy,
they do not know with certainty if the driver will leave at the end of the time period, or
how much the driver will use the car when away. However, they do have access to data with
which to estimate the probability of these decisions occurring.

The main input to this optimization model is data on when drivers depart and reattach
to the grid and how much of their battery they use when they are away from the grid. This
is then used to calculate transition probabilities for what drivers do at the end of each time
period and how much they discharge when away from the grid. We take as input pricing data
on how much it costs to charge the EV, the price energy can be sold back to the grid and
the price the home uses to pay for electricity. We also bring in data on the CO2 produced
to generate electricity at each time step. The main parameters of the optimization are Cly,,
the minimum charge level the car must be at before we can discharge, Ag a penalty on how
much the driver cares about being carbon neutral, Ay, the penalty for being below Ciin
when attached to the grid, Apax: the penalty for being below fully charged when attached
to the grid, Aiime: the temporal discount drivers have of future time steps, and 3 a linear
utility on driving. Finally, the output of our proposed optimization model is a policy for
the central decision maker for how much to charge or discharge to home or the grid for
each time step and charge level. The policy implicitly affects driver behavior, as choosing to
charge/discharge the vehicle will affect the charge level of the car, in turn influencing how
much the driver uses the vehicle.

The states of our proposed dynamic programming model are the charge level, ¢, the time
t, and whether or not the car is attached to the grid, j. We assume discrete charge level
buckets for tractability. For simplicity of notation, we assume c is integer defined between
0 and the maximum battery value C\,... Nevertheless, this can be generalized to different
sized buckets. In this setting j is a binary variable, in which if j = 0 then the car is not
attached to the grid and if j = 1 the car is attached to the grid. Thus the optimization
formulation needs to use estimates of p., ;, namely, of the probability the driver attaches to
the grid at charge ¢ and time ¢, given that it started the time period ¢ either attached to the
grid j = 1 or away from the grid j = 0. The optimization also needs to use estimates ¢, .,
which represent the probability that the driver uses v of its battery given the car starts away
from the grid at time ¢ and at charge level c. Both p.,; and ¢, are estimated empirically
from data.

Given these estimations that are inputs to the formulation, in what follows we will de-
scribe the dynamic optimization formulation in detail. The main decision variable is z, that
represents the amount to either charge or discharge in terms of the car battery. We define
as the amount of energy purchased to charge the battery, V!, as the amount of
V2G a5 the amount of energy sold back to the grid. For
as negative, as the driver needs to pay for the energy.

l,charge

energy given to run the home and x
ease of notation, we will define xcharee
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2 V2G

Conversely, zV?! and z will be positive variables, as the driver earns money with each of

these quantities.
charge

We define the price for making these decisions as w. w;, is the price paid at time ¢ to
charge one unit of z. Similarly, w)'?*! is the amount saved from running the home off of the

car’s battery at time ¢ while w,?% is the amount earned from selling a unit of z to the grid

at time t. Therefore, the amount of money spent, saved or earned at time ¢ can be described
as pehargeyharee | VAR, VI 4 V26 VG Tt jg worth noting, that these prices implicitly
incorporate the price of charging/discharging as well as the cost or fee of the action.

We also consider the possible carbon benefit of deciding to charge or discharge at time
t. We define 7, as the amount of carbon used to produce a unit of energy z at time t and
the parameter Ag as the drivers sensitivity to being carbon neutral. A larger Ar indicates
a more sensitive driver, meaning they would rather charge when carbon production is low
and discharge when carbon production is high. We account for the carbon benefit as part of
the price of charging or discharging so that the monetary and carbon benefit of the central

.. . . h
decision maker’s choices can be described as —zcharee (wf TEC LA Rn) +aVH (w0 + Apry) +

2V (w)2¢ 4 Agry). For ease of notation we abbreviate the equation by defining the set of
option categories A := {charge, V2G, V2H} and writing the profit and carbon benefit as:

Z % (wf + AgTe) . (2.1)

acA

The optimization’s decision must account for factors other than just pure monetary and
carbon benefit. We define C),,, as the maximum value for the battery and Cl,;, as the
minimum necessary charge needed in the battery before the optimization can discharge the
battery. We define the parameter Ap.c: as the driver’s aversion to being less than fully
charged at time ¢ and A as the driver’s aversion to being less than minimum charged
at time t. The idea behind Ayax; is that some drivers will have a strong preference to
being higher charged, while with A, some drivers there is a strong preference to just
being reasonably charged. We assume a linear utility to being at higher charge levels and
mathematically represent this by penalizing being at charge level ¢ at time t as:

_Ama‘xvt (Cmax - C) - AInin,t (Omin - C>+ . (22)

Finally the optimization must take into account the value of possible next states. Let
V' (sct,;) represent the value of being at charge level ¢, time ¢, and attached to the grid or
not, j. Let E [V} (sct+1)] represent the expected value of the next states, given that the car
is ending time period ¢ with charge ¢ and attached to the grid j, but there is uncertainty if at
the next step they will remain either attached to the grid or away. At time ¢ and charge level
¢, the optimization decides how much to charge or discharge the car, > _, 2% This means
that at the end of the time period, when the driver is deciding whether to depart or remain
attached, they are doing so at charge level ¢ — > _, 2% and time ¢. The expected value of
the next possible states, [Vl (SC—ZaeA :Ea7t+1)i|, is the probability the car remains attached
to the grid at this new charge level (pC—ZaeA zat1) times the value of having remained plus
the probability the car departs (1 — Pe=Xcn sa11) times the value starting the next time
state away from the grid, or mathematically:
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E [Vl (ScfZaeAw”’tH)] = Pe=F4ca we 1V (SC*ZaeAl‘“xHLl) + (1 - pC*ZaeAfU“ﬂZl) 4 (SC*ZaeA I“xtJrLO) '(2'3)

Temporal discounting also must be accounted for. Drivers are more concerned with the
current time step, both in terms of dollar profit and whether the car is charged enough, than
potential future earnings. So we add a discount to the future time step by multiplying the
expectation by /\mlne,t‘

Therefore, we can define the optimization’s objective as the sum of these different pieces.
The value of making the optimal decision at time ¢ and charge ¢ when attached to the grid,
is by definition V' (s.;1) which gives rise to:

V (Sep1) = maxg oo x 2 (W + Ar7e) — Amaxt (Cinax — €) — Amingt (Crin — ot + Aml,.p ‘E [Vl (SC_ZaEA Ia,tﬂ)} (2.4)

Naturally, the optimization is constrained in several directions. First, offered capacity to
the home or the grid must be less than the amount of energy in the car’s battery:

xVQH —|—[L’V2G <ec.

The car cannot both charge and discharge during the same time step:

xcharge S Cmax (1 - T) )
2V VG <o
r e {0,1}.
If the decision is to discharge, then the charge level at the next stage cannot be below

Cmin- This prevents the optimization from driving the car battery so low that the driver
cannot use the car in the case of an emergency:

C— Zxa Z Cminr

a€A

The car’s battery in the next stage cannot exceed maximum charge:

c— Zx“ < Chax-

a€A

Any quantity offered the grid must be positive, and conversely we will define the quantity
of energy for charging as negative:

xVQH) JZVQG Z 0’

mcharge S 0.

The car’s charging or discharging cannot exceed the maximum rate for the port. We

define the maximum charging rate as X2418° and the maximum discharging rate as XY2X

charge __ycharge
Z 2 Xmax ’

V2H | . V2G VX
T < Xk

We now present these constraints together with the objective function to define our
proposed dynamic optimization formulation in full. In doing so, we combine a few constraints
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to simplify the presentation of the formulation:

mgx Z xa (wf + /\th) - /\max,t (Cmax - C) - )\min,t (Omin - C)+

a€A

3B [V (o)
time,t

st gV 4 V26 <cg,

:L,charge > _Xcharge (1 _ T’) 7

max

lL‘V2H +[EV2G S XVQXT

max ")

Coinr < ¢ — Z x° (2.5)
a€A
Cc— Z $a S Cmax7
acA

xVQH, $V2G > 0’
:L,charge S 07

$V2H, .TVQG, xcharge c Z7

re{0,1}.

For the sake of guaranteeing structural properties of the solution, we relax the constraint
Crin? < ¢ =) ,c4x" into the objective with constant A.:

V (Sc,t,l) = maXZ x! (w? + >\th> - >\rnax,t (Cmax - C) - )\min,t (Cmin - C>+

a€A
FE [V1 (sc_zaeA $H.,t+1):| + Ae (c — Z xa)

a€A

1

)\time,t

+

st VP V26 <eg,

charge charge
Z 2 _Xmax (1 - T) ’

xVQH +$V2G g Xr\éz))((r’ (26)
Cc— Z xa S Cmax>
acA

xVZH’ ]/,VQG > 0,

mcharge S 07

QZ'V2H, T

r € {0,1}.

VQG’xcharge c Z,

In Section 2.4 we will show how to select \. so that Cpir < ¢ — Zae 4 1% is guaranteed to
hold.

Formulation (2.6) defines the Bellman equation for if the car starts the time step attached
to the grid. However, when the car starts the time step away from the grid, we consider a
different Bellman equation. When the car is away from the grid, there is no decision that
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the optimization makes with regard to charging or discharging. Instead the driver uses an
unknown amount, v, of its battery with probability ¢, .. Let the maximum the car’s battery
can discharge be Ypax. The driver will end the time step with charge ¢ — 7, at which point
they have some probability of returning to the grid (p.—+0) or remaining away. We once
again account for temporal discounting using Ane. The value in terms of next states of
having discharged gamma is:

1 1
EWVo (seyiri)l = —

)\time,t

\ (pc—%t,ov (Sc—'y,t-l-l,l) + (1 - pc—’y,t,O) V (Sc—'y,t—i-l,O)) .
time,t

It is also important to account for the value of having used 7 of the car’s battery. Oth-
erwise the optimization would endeavor to minimize driving with the car in a way that does
not serve the driver. We incorporate the linear utility a driver receives from driving as: ;7.
This results in the following value function for being away from the grid at charge level ¢
and time t:

Ymax
V (5000) = 3 s (%E Vi (Seien)] + m) 27)
=0 time,t

For the rest of the chapter we will assume a linear utility for driving, but we note that
any increasing function b;(7) could be used.

We define the value of the final time step, T', as 0 for all charge levels of the car. These
values, along with the value functions (2.6) and (2.7) define the DP. In the next section we
analyze the properties of the DP to define regimes under which the solution to the DP is
tractable and implementable.

2.4 Structural Properties of the DP Policies

We start this section by discussing the selection of the optimization’s parameters Apax; and
B¢. The selection of these parameters can guarantee that the expected value of the states,
E [V} (s¢4)], is non-decreasing and concave in the charge level ¢ across all time steps t. We
then prove that if the value function is non-decreasing and concave, then all optimal solutions
to the optimization will be monotonic in terms of the charge level, a necessary property for
the optimization to be implemented in service of drivers. Finally, we will leverage the
concave nature of the objective function along with the monotonic property of the solution
to provide a closed form solution to the optimization formulation. This will allow us to
establish interesting insights.

The need for E [V} (s.+)] to be non-decreasing and concave is intuitive. A non-decreasing
function indicates that it should always be valuable to the driver to charge up to a higher
charge state, and this should be weighted against the price of charging to determine if
charging is the optimal decision. Furthermore, there is diminishing returns on the higher
charge levels. Namely, it should be more important to charge at a low state (such as charging
from 40% to 55%) than it is to charge at the higher levels (such as charging from 85% to
100%). This indicates that the value of the next states should also be concave.

There are several reasons why naive parameter selection might result in these properties
being violated by the value function. For example, if 5; is not selected correctly, then a
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car left unused at 40% for several hours because its charge level is too low to be used is
considered more valuable to the optimization than a car that was charged up to 55%, used
by its driver and then returned back to the grid at 10%. In this chapter, we control Apax,
the penalty for being less than fully charged when attached to the grid, and f;, the value of
having used the car’s battery when driving, in order to appropriately weight the importance
of driving behavior.

In order to guarantee monotonic policies and concave expected value functions, we need
some structure on the driver behavior decisions of EVs. We start by defining concave stochas-
tic dominant distributions, a necessary property for driver usage. The property of concave
stochastic dominance holds across a set of random variables I, if first order stochastic domi-
nance [28] holds for the distributions for every ¢ and ¢+ 1 and if the cumulative distributions
are concave in ¢ (e, P(Fep1 <7) = PTer <v) <K PTer <) — P <) V9).
Concave stochastic dominant distributions have some “ideal” distribution that the set ap-
proaches as the index ¢ increases. In the case of the distribution of driving usage, this can
be thought of as if there is a driving behavior the driver wishes to achieve with a trip. If
they have the charge level to achieve it, they will and if not they will get as close as possible.

We now introduce three assumptions on the distributions learned on driver behavior:

1. The probability of being at the grid is lower at higher charge (pet; > Peti.t)-

2. The probability of being at the grid has a second derivative that is smaller than the
value function in terms of magnitude:

—2petj t+ Petitj T Pe-1t <2V (Sea1) =V (Set161) =V (Se—1,41)

Deyt,j - V (set1)
and
2Dctj = Petlty — Pe—1it. <2V (Sc,t+1,0) -V (Sc+1,t+1,0) -V (Sc—1,t+1,0)
L —petj N V (Sc,t41,0)

2(V (Ser1441.0) = V (Set41.0)) Dty — Pet1ts)
(1= Petj) V (Setr10)

2(V (Seat1,0) =V (Se—1,041,0)) (De—1,t5 — Pertj)
(1= petj) V (Seit1,0) ’

3. A driver’s car usage, ¢, is concave stochastic dominant across charge level c

These assumptions on the behavior of drivers are reasonable (as we discuss below) and
hold for the data from our industry collaborator. The first assumption says that as the
charge in the car increases, the probability of departure also increases. This assumption
makes sense, as the charge in the car affects how much usage a driver can get out of it, so
the driver is likely to wait for a higher charge before departing.

The second assumption says that the probabilities have a small second derivative over the
charge level. In practice we use linear regression to learn the probability of being attached
or away from the grid. As a result, the probabilities have a second derivative of 0, ensuring
that Assumption 2 holds in the model.

We illustrate how Assumptions 1 and 2 hold in our industry collaborator’s data using
Figure 2.3 in Section 2.5.

29



The third and final assumption is that the usage when the cars are away is concavely
stochastic dominant. When calculating this distribution in practice, there is a challenge of
data sparsity when calculating how drivers’ usage varies by charge level. For example, while
cars attached to the grid at 4AM appear at a variety of charge levels in the data, there are
already so few cars in use at 4AM that further splitting by charge level results in significant
missing values. Therefore, when we learn these distributions for EV usage in Section 2.5, we
learn distributions without separating data by charge level. This means that ¢, .; learned
in Section 2.5 is the same for all ¢, for a given driver. While less than ideal in terms of data
quality, it does guarantee that Assumption 3 will hold.

Using these assumptions, Theorem 2.4 establishes regimes of A\j,ax; and G, that allow us
to characterize the optimal solution and establish structural properties. Finally, we propose
an algorithm to solve the optimization formulation.

Let V' (sc.;) be the expected value of starting time step ¢ with charge ¢ where the driver
is either attached to the grid, j = 1, or away from the grid, j = 0. We define p.; ; as the
probability the driver attaches to the grid at charge ¢ and time ¢, given that they started
the time period ¢ either attached to the grid 7 = 1 or away from the grid j = 0. We further
define ¢, ., as the probability that the driver uses v of its battery given the car starts away
from the grid at time ¢ and charge c¢. If Assumptions 1-3 hold, then:

1. For a given time ¢, we can guarantee that the expected value for all states,
EV;(set)] = PV (seus11) + (1 —Derj) V (See+1,0) is non-decreasing and concave in
¢, for the following choice of parameters:

DPet1 — Petlnt,l
Amaxt > ;VC’}, Ve € [O, R Cmax]

Pet1t,1
where
V* _XV2X( ( V2G V2H)+)\ _)\)+ 1 E |V
c,t T “*max max {w, » Wy RTt c A 1 Smin(chanhaa;ge,IOO),tJrl :
time,t

and

Be >

- >\timc,t

(B[V (seriar)] = E Vo (s0i1)]) Ve € [0, Cnax — 1

2. The DP can be solved in closed form and the optimal solution of the DP is monotonic
in terms of the charge level c.

The values for both Apax+ and 5, help intuitively translate the driver utility to a monetary
value. In the case of Apax s, there are two components to its bound. First there ig ZetlPeilil

c,t,1 ’
this represents the driver’s sensitivity to the charge level. If the probability of the driver
leaving varies greatly by charge level for a particular time, then this term will be high.
However, if the driver is insensitive to the charge level, such as possibly when they are leaving

for work, then this term will be small. The sensitivity to the charge level is then multiplied
by ‘/CTt = XV2X (maX (wy2G, waH) + )\th — )\c) 1 E |:‘/1 (Smin(C+chIi\;;ge 100) t+1>:| s Wthh

max Atime,t

upper bounds the maximum possible dollar value to be earned at time ¢, thus normalizing the
sensitivity to the dollar value. Therefore, Ay ax; allows us to translate the driver’s sensitivity
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to being at higher charge to a dollar value that can be compared to the rest of the objective
function’s terms.

B¢ similarly translates driver behavior to a value that the optimization formulation can
use. f3; > Y (E Vo (Sex1441)] — E [Vo (Sett1)]), Ye €0, ..., Cpax — 1], which means that
the linear utility the driver gets from using their car is greater than the value they lose in
the next steps from discharging the battery. This has to be the case or else the driver would
never use the car, and the optimization in turn would try to minimize the amount of driving
the driver engages in. Appropriately setting 5, means that the optimization values the car
being used as a car more highly than it being used as a battery.

Before we present the proof of Theorem 2.4 in detail, we first present some intuition
behind the key ideas of the proof. To prove the first part of Theorem 1, we use Step 1 in
order to break E [V} (s..)] into its two components, p.+;V (Sct+11) and (1 — per i) V (Set+1.0)
for which we show that both of these terms are non-decreasing and concave separately. In
doing so, we guarantee that their sum is also non-decreasing and concave. As part of Step 1
we also present the optimal solution in closed form. Then in Step 2 of the proof we use this
solution and show that it is monotonic in terms of charge level c¢. Next we present the proof
in detail.

Proof of Theorem 2.4: We assume that V' (s.;41;) is non-negative for all ¢. This holds
without loss of generality as we can add min. V (s.;11,;) to all values of the function. We
start by proving that the E[V; (s.;)] is non-decreasing and concave. This is proved in Step
2.4.

Under the assumptions of Theorem 2.4, we construct Apmax+ and f; so that E [V (s.¢)] is
non-decreasing and concave. The proof of this step follows from the fact that E [V} (s.4)]
can be written as pe iV (Sci+11) + (1 — perj) V (Scat1,0). Namely, it equals the probability
the car remains attached to the grid times the value of remaining attached to the grid in
the next time step plus the probability of being away from the grid times the value of being
away from the grid at the next step. In the final stage T', we have that V' (s.7,;) = 0. This
makes F [V} (s.r)] = 0, regardless of the transition probabilities. Thus in the final stage,
E[V; (sct)] is non-decreasing and concave in ¢. The proof will follow by induction. We will
start by assuming that E [Vj (sq.42)] is non-decreasing and concave and prove this is also
true for time step ¢t + 1. We establish the result of Step 1 in four parts as follows:

e Step 1.1: pet;jV (Sert11) is non-decreasing

o Step 1.2: (1 —perj) V (Sci+1,0) is non-decreasing
o Step 1.3: pet;V (Sc+1,1) 1S concave

o Step 1.4: (1 —pey ;) V (Sci41,0) concave

Step 1.1 p.:;V (Sci+11) is non-decreasing

We start by establishing that V (s.;411) is non-decreasing in c¢. V (sq4411) by defini-
tion is the objective value in Formulation (2.6). The charge level ¢ plays a role in a few
places in the formulation. The first place is in the objective function, —Apaxt (Cinax — €) —
Amin,¢ (Crnin — c)Jr + A (c — ZaeA m“). As these are penalties for being at lower charge, these
naturally will result in higher objective payofts for higher values of c¢. We also observe that
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even if Apaxt = Amingt = Ae = 0, V' (S¢,41,1) would still be non-decreasing in c. There are two
constraints which have ¢: V2" + 229 <csand ¢ — >, 4 2" < Cpax. In 2V 42V < es,
the feasible region is larger for the problem with charge level ¢ + 1 relative to the problem
with charge level ¢. The final use of ¢ is in constraint ¢ — zae 4 % < Chax, which represents
the battery’s maximum capacity. Any solution for a problem at charge level ¢ in which
this constraint is active, means that the optimization is paying to charge up to maximum
capacity. In such a case, charge level ¢ + 1 can achieve the same solution, but will pay less
to reach maximum capacity because it will be starting at a higher charge. Therefore, this
implies that V' (Sct1.441,1) is an upper bound on V (s.¢41.1), even if Apaxt = Amint = A = 0.
For pe:;jV (sci41,1) to be non-decreasing in ¢ means that

Pet1,t5V (Ser14411) — Pet iV (Ser11) >0

. Let x},, be the optimal solution to Formulation (2.6) that achieves value V' (s.,1).

pc+1,t,jV (Sc+1,t+1,1) - pc,t,jv (Sc,t+1,1)

= pc—i—l,t,j (Z xZiLt,l (wf + )\th> - )\max,t (Cmax —C— 1) - >\min,t (Cmin — C— 1)

acA

+—F [V1 (Sc+1—za€Ax;ngl,t+1)] + Ae (C +1- Z chrl,t,l))

time,t acA
— Pe 2t (Z xct 1 wt + /\th> - /\max,t (Cmax - C) - )\min,t (Cmin - C)

acA

1
+)\t~ tE [‘/1 (Sc— aea x:i+17l,t+l>] Z Lot

ime, a€A

> Pe+1 .7 (Z x@-}-l t,1 w? + )\RTt - )\c) - )\max,t (Omax —C— 1) - /\min,t (Omin — C— 1)

acA

1

)\time,t

+

E [‘/1 (SC"’_I_ZaEAmZiI,t,l’tJ’_l)] + )\C <C + 1>>

- pc,t,] (Z xctl wt + >\th - >\c) - )\max,t (Cmax - C) - >\min,t (Cmin - C)

acA

1

t —k [Vl (Sc—zaeAw:‘zH 17t+1>] + A (0))
time,t T

> Pe+1 ,t,g (Z 'Tct 1 wt + )\th - )\c) - )\max,t (Cmax —C— 1) - /\min,t (Cmin —C— 1)+

a€A

1
+

L [Vl (SC— 2acA x:$,17t+1)i| + A (c+ 1))

time,t

— Pe 4 (Z xct 1 wt + /\th - /\c) - )\max,t (Omax - C) - /\min,t (Cmin - C)+
acA
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1
)\time’tE |:‘/1 (SC_ aesz?t+1,l7t+1>i| + )\C (C))

= (pc—i-l,t,j - pc,t,] (Z xct 1 wt + )\th - /\C) - )\max,t (Cmax - C) - >\min,t (Omin - C)+

acA

_|_

1

)\time,t

+)\c (C) + E ‘/1 (Sc_zaeA mzﬁ+1’1,t+1>:|) + Pet,t,j (Amax,t + )\min,t + )\c)

2 (chrl,t,j - pc,t,j) Z xct 1 wt + )\th - )\c) - )\max,t (Cmax - C) - )\min,t (Cmin - C)+

acA

1 -
+)\c (C) + E ‘/1 (SC_ZaGA x:$+171,t+1)j|) + pc+1’t’j <

)\time,t

Peit1 _pc-i-ltlv*)
Pe+1t1

= (pc,t,j - pc+1,t,j ( (Z 'rct 1 wt + )\th - )\c) - )\max,t (Cmax — C)

acA
E [‘/1 <Sc—za€A a:z:’t+171,t+1>] ) >

= (Petj — Pet1g) (Xxﬁff (maX (thQG WH) + ApTr — A )

_)\min,t (Omin - C>+ + )\c (C) +

time,t

b |:‘/1 < mln(c—&—Xﬁ?:,fgc,lOO t+1)i| (Z xct 1 wt + /\RTt - /\C) - )\max,t (Cmax - C)

_l’_
)\time,t acA
n 1
—Amint (Cmin — €)" + \ E [Vl <SC*ZaGA Lot 1:”1)}
time,t T
>0

The first equality follows from the definition of V' (s.;4+11). The first inequality comes
from the observation that because the V (s.414411) is an upper bound for V (ss11) (re-
gardless of the A-penalties), then

Z x:fll-l,t,l (wf + Ag7t) +

L [Vl <3c+1—zaeszil,t,1,t+1>} + A <C +1-) ffc+1,t,1>

time,t

acA acA
> Zxctl wy + Agry) + E [Vl <Scfza€AzZ§7l,t+1>] + A (c—{—l—Z:xctl) :
acA time,t ey

The second inequality comes from Theorem 2.4 as Apaxt > ’WV’} and the def-
inition of Apins > 0 and A. > 0. The final inequality comes from the observation that,

Xl\nfg)}f (max (wYQG VQH) + Apry — )\C) is an upper bound on ZaeA w1 (Wi 4+ Agry — A ),

E [Vl (smin(chX,Crf‘;,fgiloo),Hlﬂ is an upper bound on F [Vl (SC*ZGEME%H,MH)] and that
Peyt,j 1s decreasing in c.

Step 1.2 (1 —pct ;) V (Scit1,0) is non-decreasing

We observe that both (1 —p.;;) and V (s.s410) are non-negative and by Assumption 1,
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(1 — pcsj) is non-decreasing. Therefore, all that is needed for (1 — p.;;) V (Sci41,0) to be
non-decreasing, is that V' (s.;11,0) is non-decreasing.
Let us define function g;(7) = =—=—F [Vo (Sc—vy1+1)] + B7. Then we can write the value

Atime,t

Ymax

function as, V (Sc,t+1,0) = 27:0 Qvy,ct+1 <ﬁE [Vo (c—’y,t—i—Q)] + /Bt+1’7> = E’y [9t+1 (Fc,t+1)]-
For clarification we note that E, [gi4+1(I'cs+1)] is an expectation over the discharge usage
while the car is away, while £ [Vj (Sc—+,+2)] is the expectation over whether the car will be
at the grid or away at the next time step.

From Theorem 2.4,

Bri1 2 )\; (B [Vo (Ser1er2)] = E Vo (serv2)]) s Ve €0, ..., Crax — 1]

time,t+1
, which makes g;11(y) an increasing function. Thus V (s.:y10) is the expectation of an
increasing function on a random variable, I'. 11, the car’s discharge during the time period.
From [28], we have if random variable X..; first order stochastic dominates X., then for
any increasing function f(x), F[f(X.41)] > E[f(X.)]. From Assumption 3, we have that
['ct1441 dominates I'. 11, therefore we have that E, [gi41(Leq1441)] > Ey [gi41(De41)], which
by definition means that V (sc11.6410) >V (Sett1.0)-

Step 1.3 p.:;V (sct+1,1) is concave

We start by proving that V' (s..+1,1) is a concave function. We do this by characterizing the
optimal solution to Formulation (2.6), and then by showing the objective function of these
solutions is concave in state ¢. We start by defining the optimal solution, then proving its
optimality and then demonstrating concavity of the objective function.

Optimal Solution: We observe that we will never engage in both V2G and V2H during
the same time period. Let us assume first that w2 > wy2. A solution that has both
V26 > 0 and V2" > 0 will always be less than or equal to a policy that only engages in
V2?5 This is because V2% and V2! are subject to the same constraints, so any allocation

to #V2! can instead be assigned to 2V2¢ for an improved solution in terms of the objective.
The reverse holds true for if w2 > w)2F. Therefore, for simplicity we will refer to z/%* as

the allocation to either V2G or V2H in time period ¢ + 1 and wy4* = max (w2, w)/AY).

First calculate c*"2° and ¢*V2X. These represent the threshold above or below which it
is optimal to either charge or discharge. c*P#¢¢ is defined the charge level such that:

1

wfﬁrge + ARTt41 — Ae > Moot (B [Vi (sceanarsesrr2) | = B [Vi (Screnaree 112)])
time,t+1
and
W At = A S 3 (B (sevimngan)] = B [V (scmn110)]).
ime,

Similarly, we calculate ¢*V*X such that:
1

time,t+1

WY A 4 ARTii1 — Ae > (B [Vi (sevaxsrenn) ]| = B [Vi (sevax pa2)])
and
1
WA+ AR — Ae < Atime. t-11 (E [V (sevaxpo) | = B [Vi (sevax_1442)]) -
time,t+
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We observe that as long as A. > wt\f1x+)\R7”t+1—AMie ; (£ [V (SCumitt2)] = E V1 (5Cpm—1.642)]);
it will always be optimal for ¢*V?X > i, which will guarantee that the constraint Cpnr <
C— Y 4eax” holds.

Due to the fact that E [V (sqt42)] is concave, namely its intervals, E[Vi (Sey1442)] —
E Vi (Sct+2)], is non-increasing, there will only be one charge level that satisfies each of
these conditions.

If creharee < VX which will occur if wity® > max (w2, wy?), then the optimal
decision is:

xcharge __ : s«charge charge *V2X : xcharge
Topy1q = —mmin (c — ¢, X ) s Tepir1 =0, ife<e
.xcharge __ K V2X -¢ xcharge , #V2X
et = 0; Teprin =0 if ¢ Scsc
(2.8)
xcharge __ *V2X VX VX *V2X ,
Top11 = 0 Topitn = = min (c — Xmax) , if e <c

If cebarge ~ *V2X  then we first calculate, ¢*"i*M as the minimum value of ¢ between
VX and c*haree guch that:

1

: xcharge charge charge

— min (C -6 deX ) (wt-‘rl + )\th“‘l - )\C + Y K ‘/1 Sc+min(c*Charge—C,X$)§ge)7t+2
time,t+1
(2.9)
1

: *VQX V2XxX V22X

< min (C - Xmax) ( Wiy + /\th+1 A ) + )\7 [Vi (Sc min(c—c*V2X X V2X) t+2)]
time,t+1

(2.10)
Equation (2.9) represents the optimal payoff for charging at ¢ while equation (2.10) is
the optimal payoff for discharging. ¢**Vi*®" is the first time the policy for discharging has a
payoff higher than the policy for charging.
Then we define the optimal decision as:

xcharge ; xcharge charge *V2X . xswitch
Lepp1,0 — — I (C -6 Xmax ) v Letr11l = 07 ifc<e
(2.11)
xcharge __ *V2X *V2X V2X - xswitch
Tepprn =0, Tpyiyq = min (c —c Xmax) , if ¢ >c

Proof of Optimality: Please see Appendix A.1.

Concavity of the Optimal Objective Value in terms of the Charge Level: Given
that we have the optimal solution of the optimization, we can then derive the objective value
of the solution, V' (s.++1.1) and then its first derivative. We start by calculating V' (sc44+1.1)
based on ¢ by directly plugging the solution into the objective value.

We first consider the case of c*harge < ¢*V2X for which we calculate the value of the
objective function, V (s.¢+11). For the sake of completeness, we assume that Cy,, = 0, as
the most conservative value the constant can take:

1

charge chax ge : xcharge _ yrcharge
_ xchar ( F AR — )\C> — At (Conax — €) + E [v1 (swx;x.ggcm)] F e ife<c xchars

Atime,t«f»l
— (c*c}‘arge — c) (u;}ﬁrg + ARTes1 — )\C> — Amaxt (Cmax — €) + 3 E [V1 (sc*chargeHQﬂ + A, if ¢reharee _ xcharge < o pxcharge
time,t+1
1 . LV
- /\max,t (Cmdx - C) + E [‘/1 (SCA,H»Z)] + /\rC-, 1f C*charge S & S c vax
time,t+1
1 .
V2X V2X e xV2X \/2X V2Xx
(e = V) (WA + Arris1 — Ac) — Amaxt (Cinax — €) + E Vi (sevax 49)] 4+ Ae (€) if V< e <V XS
Atime,t+1
hare 1
Va2XxX harg s VZX Va2Xx
dex (wzfiré'e + AR"’tJrl - Ac) - )\max,t (Oma.x - C) +—F [‘/l (Sc—Xx;gi(,tJrz)} + A (C) ) if ¢* dex c

time,t+1
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We can observe the following relationship V (sct+1,1) — V (Sc—1,441,1) as ¢ increases:

)\maX,t + >\c +

_ : xcharge _ yrcharge
(E |:‘/1 (Sc+chnhaa)§ge,t+2>:| E |:‘/1 (8071+X$:;:ge,t+2>i| ) lf C S C Xmax

(E [‘/1 (Sc*chargc7t+2):| —F [‘/1 (SC*Charg0717t+2)} (
> Amax,t + w;}iﬁrge + )\th—i-l

(E [‘/1 (Sc*chargc+17t+2>:| - F |:‘/1 (Sc*clxargc7t+2)})

)\time,t—H

Z /\max,t + )\c +
)\time,t+1

Z /\max,t + )\c +

)\time,t+1
> Nt + e+ 5 (B Vi (50012 — B[V (5e-1012)]) if e < < (VX
time,t+1
1
> Amax,t + A+ 2 (E [‘/1 (SC*V2X,t+2)] - K D/l (SC*V2X,1¢+2)])
time,t+1

v

V2XxX
Amax,t + wt+1 + )\th+1

(B [Vi (sevexyru2) ] — B [Vi (Sevax i42)])

\

Amax,t + )\c +

time,t+1

> Amaxt + Ae + (B [Vi (se-xyzxev2) ] = B [Vi (Se-xyzxi42)]) if V4 X < c

)\time,t+1
Because V (Sct41.1) — V (Se—1441,1) is non-increasing, we have concavity for V (sct111)

if crharge < ¢*V2X The extension to the case of ¢*ha® > *V2X g straightforward as the
solutions follow the same structure as the ¢*Pase < *V2X cage.
We now prove that p.;;V (Sci41,1) is concave. Once again we do this by showing that

2pc,t,jv (Sc,t+1,1) - pcfl,t,jv (8c71,t+1,1) - pc+1,t,jV (5c+1,t+1,1) > 0.

2pc,t,jv (Sc,t+1,1) - pcfl,t,jv (Scfl,tJrl,l) - pc+1,t,jV (5c+1,t+1,1)

= Pet (2V (Sepr11) =V (Se—10411) =V (Seq1a41,1)) + Pet iV (Se—1,441,1) + Pet iV (Ser1,41,1)
- Pc—u,jV (Sc—l,t+1,1) - pc+1,t,jV (Sc+1,t+1,1)

>V (Sepq1,1) (2Pt + Petit T Pe—1,t5)) + PetjV (Se—1,41,1) + PeitjV (Set1,641,1)

— Pe1,t3V (Sem1,441,1) — Det1,5V (Set1441.1)

=V (Sett11) (=2Pcitj + Pet1tj + Pe-1.t5)) + V (Se—1441.1) Dty — Pe—1t,5)

+ V (Set1,041,1) (Pertj — Petitj)

= (V (set+11) =V (Se-1441,1)) (Pe-1,t5 = Perg) + (V (Scrraa11) =V (Sera11)) (Pej — Per1ng)
>0

The first inequality comes from Assumption 1 on the relationship between the second deriva-
tives of p.;; and V' (sc441,1). The second inequality comes from the fact that we assume that
Pet; 1s non-increasing and prove that V (s.;11,1) is non-decreasing.

Step 1.4 (1 —pe+j)V (Scit1,0) is concave

We start by proving that V (s.:y10) is concave. To do this we first establish that if a set
of random variables X, are concave stochastic dominant, which means that X.,; first-order
stochastic dominates X, for all ¢ in the set and P (X4 > 2) — P (X, >2) < P(X.> ) —
P (X. 1 > x) for all ¢ and x, then any increasing function, f(x) applied to X, will have the
property E [f (Xet1)]| —E[f (Xo)] < E[f (X.)]—E[f (X.-1)]. This follows very close to how
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[28] established that if X first order stochastic dominates Y, then for an increasing function
f it holds that E[f(X)] > E[f(Y)].
We can rewrite P (X1 >2) — P(X.>x) < P(X,>z)— P(X.1 >x) as

Elly (Xen)] — E 1y (X)] < E[ly (X.)] — E[ly (Xo1)]  for all U C (—o0, 00)

where 1 is the indicator function and U represents an upper set.
If this holds, then it follows that:

(g mmiea]-)-
) (E o] 1) (o

i=1

forall a; > 0,i =1,2,...,m, b € (—oo0,00) and m > 0. For any increasing function, f(x)
we can define a;, U; and b such that as m goes to infinity, we have that E [> 1" a;1y, (X)]
converges to E [f(X)]. Therefore we have that

Elf (Xeyn)] = E[f (Xo)] < E[f (Xo)] = E[f (Xe-1)] .-

In 1.2, when we establish that V' (s.:y1,0) is increasing, we establish

V (Sc,t+1,0) = E’y [gt+1(rc,t+1)] )

where g;11(7) is an increasing function. Since g;11(y) is an increasing function and that the
driver’s car usage, I'c 441 is concave stochastic dominant as defined above, we have that

B (91 (Deqnin)] = By (9001 (Teir1)] < By [ge1(Deer1)] — By [gea1(Tem641))]

which by definition makes V' (s.s+1,0) concave in c.
We now establish that (1 —p. ;) V (Sct41,0) is concave.

Zm:ailUi (Xc)] — b)
in:ail[]i (Xc—l)] — b)

=1

2(1~— pct]) (Sc t+1 0) (1- pcfl,t,j) Vv (Scfl,t+1,0) —(1- pc+1,t,j) Vv (5c+1,t+1,0)
=V (Set41,0) (2(1 = pesg) — (1 = Pe-15) — (L = petreg) + (1 = Pe—15) V (Set410)
+ (1 = pes1eg) V (Ser1,0) = (1 = Pe-1,65) V (Se-1,041,0) = (1 = Pey1e) V (Set1,641,0)
=V (Sci41,0) (—2Pctj + Pe1,tj + Petr1,j) + (L= Pe—1t5) (V (Sept1,0) = V (Se—1441,0))
+ (1 = pes1 tg) (V (Sc,t—i-l,O) -V (Sc+1,t+1,0))
> (1 = per) (—2V (5e41,0) +V (Serte41,0) + V (Se—1,4410))
+2(V (Set1,641,0) = V (Se+10)) (Pertj — Petig) + 2 (V (Seit1.0)
—V (Se-1,641,0)) (Pe-1,65 — Petg) + (1 = Pe-1,,5) (V (See41,0) = V (Se—1,041,0))
+ (1 = Petij) (V (Sepg1,0) =V (Seq1410))

~Petj (=2V (5e411,0) + V (Ser1,6410) +V (Se-1,6410))
+2(V (set1,0410) = V (Sct41,0)) (Petyj — Petreg) +2(V (Sepr1,0) =V (Se—1441,0)) (Pe-1,8
—pc,t,j) — Pe-1,t,5 % (Sc,t+1,o) -V (Sc—l,t+1,0)) — Pe+1,t,5 (V (Sc,t+1,0) -V (Sc+1,t+1,0))
=0
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With this we have that p.;;V (sc+1,1) and (1 — peej) V (Seit1,0) are both non-decreasing
and concave. The sum of two non-decreasing and concave functions, maintain these two
properties. Therefore, we have established that E [V} (s.:)] is non-decreasing and concave.

We can solve the DP in closed form. The optimal solution to the DP is monotonic in
terms of the charge level c.

We prove this inductively. The solution to the DP, given that in the next time step, we
assume by induction that the solution is non-decreasing and concave implies the following:
If crebarge < *V2X then the optimal decision is:

T = —min (P g, o) | GV, o, o< e
zi}f{gle =0, xZ‘tffﬁ =0, if roharge < o < (#V2X
o =0, 2h iy =min (e — VX XTZE) | if VP < e
If creharge > *V2X then we define the optimal decision as:
xzctffﬁe = — min ("8 — ¢, X0uEe) | 2t A =0, if ¢ < (rswitch
xzctff{gle =0, zh iy =min (c — VP XYEY) i ¢V > ¢

We prove the optimality of this solution in Part 1.3 of Step 2.4. We observe that as
¢ increases in these solutions, xziffﬁe is strictly non-increasing and x}} 7, is strictly non-
decreasing, guaranteeing monotonic behavior.

We observe that the structure of the solutions the DP gives rise to make them easy to
communicate to drivers and also as a result, easier to be trusted. These policies have a
two-threshold structure to them. If the driver is below a minimum level (determined by
either c*harse or c*Witeh) then the car is charged up to the threshold. If the driver is a
above a sufficient level (determined by c¢*%Vitth or ¢*V2X) then the car is discharged down
to the threshold. These thresholds can be explained to customers that are interested in
understanding when and why their car is being charged or discharged. They are easily
trusted not only due to their simplicity but also because their value can be loosely justified
in terms of the price of charging/discharging and the driver’s own behavior. Furthermore,
this structure of policy opens the markets to opportunities for interaction where drivers
could be provided calculated thresholds and given flexibility to readjust them based on
their own preferences. These changes can then be reincorporated into the system for future
interactions. We have a closed form relationship between the thresholds, c*haree  c*V2X or
csviteh and the parameters of the optimization. If the driver prefers a different threshold,
we can recalculate A and . to make their preferred threshold optimal, or if the required
value for A\, is outside the regime where policies are monotonic, we know we need to relearn
probabilities around the driver’s behavior.

In using such a structure we aim to provide drivers with clearly explained policies that
they can trust. Often times we think that simple, interpretable policies that can be easily
understood by consumers require the optimality of the solution to be compromised. However
in this case we find that by ensuring that the value function of the next states is concave, a
necessary property for the optimization to serve driver behavior, we are also able to achieve
a simple policy that drivers can buy into. By making sure that the optimization is tuned
to drivers’ sensitivity around charge level at departure and driving utility, we are able to

achieve simple optimal solutions.
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Finally, computing the solution in closed form makes sense once we consider the fact that
for a given decision (either to charge or discharge) the objective function becomes concave.
It is simple to calculate the optimal decision based on the feasible region and the peak of
the concave objective function, allowing us to solve the DP in a scalable manner.

2.5 Computational Results

In this section we discuss how the results in this chapter apply in practice through our close
collaboration with a large American EV manufacturer. We first discuss the data we use on
driver behavior, centered in a major American city during January and February 2021, the
resulting policies of the DP and the implications for larger profit and carbon benefit.

In order to learn driver data we start from deidentified telemetry data gathered from the
EV manufacturer’s electric vehicles. The telemetry data records the approximate location
of the car along with what mode it is in (driving, parked, charging, etc) and battery charge
level. We use this to first calculate each vehicle’s most common parking location, which we
consider their main charging location and the place where we have opportunity to engage
with charging/discharging optimization. We limit the dataset down to vehicles that made
trips in January and February 2021. For this dataset, for each driver and every hour in
the dataset we calculate the distance the driver drove during that hour and the number
of minutes they spent at their most common parking location. After long discussions with
experts at the EV manufacturer, we consider the time a driver spends at their most common
parking location as their on-grid time, regardless of if the driver is actually charging during
this time. In doing so, we aim to capture total time that they could be charging/discharging
under a V2X pilot program rather than their current charging behavior.

The dataset has 48 columns, 24 representing the driver’s average distance driven for each
hour of the day and 24 for the driver’s average on grid minutes for each hour. As a result
we use a time step of an hour for all modelling. This dataset is then clustered into eight
groups with KNN. We did sensitivity testing around the number of clusters to use, but eight
consistently had the strongest performance in terms of silhouette score, as shown in Figure
2.1.
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Figure 2.1: Silhouette score testing for number of clusters

These eight clusters are summarized in Figure 2.2, in which we plot for each cluster its
average distance driven and minutes spent on the grid across the hours in a day. We also

39



Dist.
Driven
(km)

==+ On grid duration

° Min
30 on
grid

© B N W & U @& N ®

© = N W & 0 O N @

Figure 2.2: Driver clusters: Average distance driven and minutes spent on grid over the day

characterize each cluster as follows, working left to right, top to bottom:

Cluster 1, Commuters: This represents 3% of the data. The drivers in this cluster
park at the beginning of the day and at the end, while when they are away seem to
drive mostly in the morning and in the afternoon, with a lull during normal working
hours

Cluster 2, Parkers: This represents 25% of the data. The drivers in this cluster
have very little driving and high on-grid minutes implying they on-average use their
car sparingly, such as might be seen with work from home drivers

Cluster 3, Morning Parkers: This represents 16% of the data. The drivers in this
cluster have normal during day driving, but tend to park their car at their base in the
morning, while having inconsistent evening parking

Cluster 4, Away Parkers: This represents 15% of the data. The drivers in this
cluster tend to park their car inconsistently in the same location, such as might be
seen with street parkers

Cluster 5, Afternoon Parkers: This represents 5% of the data. The drivers in this
cluster have normal during day driving, but tend to park their car at their base in the
evening while having inconsistent morning parking

Cluster 6, Nightime or at-Work Commuters:. This represents 9% of the data.
The drivers in this cluster exhibit similar driving behavior to commuters with peaks in
the morning and afternoon, but tend to park most consistently during working hours,
as might be seen with nightime workers or street parkers who commute to work

Cluster 7, Evening Parkers: This represents 7% of the data. The drivers in this
cluster show similar behavior to the afternoon parkers (Cluster 5) but with a stronger
driving usage peak in the evening and consistent parking only after S8PM
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e Cluster 8, Light Users:. This represents 10% of the data. The drivers in this cluster
exhibit normal day driving and have high on-grid minutes both in the morning and
evening.

We use these clusters to derive transition probabilities for our proposed DP formulation.
The distribution of kilometers driven are translated directly to charge dispensed to learn the
distribution of usage when the car is away, namely to calculate g, ., the probability that the
driver uses 7y of its battery given the car starts away from the grid at time ¢ and charge c.
The on grid minutes are used to calculate the probability the car leaves/returns to the grid.
If the on grid minutes equals 60 for a given hour, then the driver is considered to have spent
the hour on the grid. If it is less than 60, then the car is considered to have spent the hour
away from the grid. This is a conservative estimate, meant to help create a lower bound
on the potential capacity EVs have. We then learn the conditional probability for a given
cluster using a linear regression, for p.; ;, the probability the driver remains or returns to the
grid at charge ¢ and time ¢, given that it started the time period ¢ either attached to the grid
j = 1 or away from the grid j = 0. We illustrate p..; the probability driver remains attached
to the grid, given they are currently attached to the grid, for each of the Clusters 1-8 (left to
right, top to bottom) in Figure 2.3. We see that the probabilities uphold Assumptions 1 and
2 of Theorem 2.4. First there is a strict hierarchy, in the probabilities, as the charge level
of the car increases, their probability of remaining on grid decreases. Second, for any given
cluster and time step, the probability of remaining on grid has a linear spread, showing no
second derivative. We also see that the probabilities logically reflect the driving patterns
we see from Figure 2.2. For example, Cluster 1, Commuters, have decreasing probabilities
of remaining on grid leading into 10AM, just as their on grid minutes are going down and
driving distances are going up. For Cluster 2, Parkers, their probability of remaining on grid
is higher than any other cluster, never dropping below 80%.

We get data on charging of EV pricing from PG&E, utility provider in California, on its
time of use pricing. This assumes the EV pays the same amount to charge as the driver
pays to run any appliance in their home. This time of use price is also used for the price of
giving energy to the home, because this is what the driver is saving by running the home off
of the car rather than buying energy from PG&E. We get data on V2G, for selling energy
back to the grid based on CAISO wholesale energy price. This is the price that generators
are paid to provide energy to the grid. In using this price, we assume that the driver is
paid at the same rate as a generator, which is a lower bound on the actual price drivers can
expect. It is worth noting that the wholesale price is very volatile. This volatility stems from
the unpredictability of energy given at a specific time and can be leveraged to generate a
profit. For example, the spike seen on February 17, 2021 at 3PM is not repeated every day,
but most days reflect some level of price spikes depending on energy needs. Finally, we get
the tons of CO2 produced per kWh in California from the EPA, which provides this data
publicly. For the sake of this example, we show this pricing for February 17, 2021 in Figure
2.4.

We set the parameters of the DP as follows. First we consider a single day period, where
the last hour of the day, 11PM to midnight is the final period of the DP. For the final
period, we set the terminal payoffs as zero. We discretize the charge level of the battery
into percentages with 2% intervales, making 0-2%, 2-4%, ..., 98-100% discrete charge level
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Figure 2.3: Driver clusters: Probability of remaining on grid in next hour given currently on
grid

buckets. The maximum charge/discharge allowed for a given hour is 16%, which we learned
as reasonable from the data. We set C\i, as 40%. We assume the driver is purely a profit
maximizer, making A\g = 0. We penalize being below C,;, by setting Ay, = 15. Finally we
scale the temporal constant with Ayax, Atimet = 2.5Amax, Which we settled on after testing a
few different parameters.

We first summarize the policy results across all clusters. We show the results in terms
of the dollar value and carbon benefit earned in expectation by each cluster on February
17, 2021. In order to avoid accounting for the end of horizon sell-off, we only consider the
dollar value and carbon benefit earned during 1AM-7PM. Table 2.1 shows the dollar value
of the policy in expectation, while Table 2.2 shows the tons of CO2 saved/consumed from
the policy. As expected, Cluster 2 has the highest monetary benefit for engaging with V2X,
as it has the most on grid minutes, especially in the morning when the V2X prices spiked
above charging. We also see that there is always a benefit to starting the day attached to
the grid, rather than away, because then the optimization has the opportunity to use its
policy. The biggest discrepancy between away and attached happens for Cluster 4, which
makes sense because if the EV leaves the grid, it is unlikely to return. To contextualize the
carbon benefit of tons of C02 consumed/saved, it is worth noting that, 0.01 tons of C02 is
equivalent to 25.6 miles driven by a gasoline-powered passenger vehicle or 1.1 gallons of gas
consumed.

For a more intuitive analysis of how these results are achieved, we plot the exact policy
decisions from the DP for when the EV is attached to the grid for a few of the clusters,
specifically Clusters 2, 4 and 6 to show a sampling of the results. The heatmaps are plotted
in Figure 2.5, with the x-axis showing the hour of the day, and the y-axis showing the charge
bucket with the top row being the 98-100% and the bottom row being 0-2%. A positive
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Figure 2.4: Pricing and CO2 production for February 17, 2021

Cluster 1 Cluster 2 Cluster 3 Cluster 4 Cluster 5 Cluster 6 Cluster 7 Cluster 8

Starting Charge Level Away Attached Away Attached Away Attached Away Attached Away Attached Away Attached Away Attached Away Attached

8-10% -28.79  -22.55  -22.40 |[-2812 -28.02 -3.89 | -23.43 -21.04 -25.78 -16.55 |-13.86 = -29.15
18-20% -26.72 -24.70 -19.23 -13.89 |-25.07 -22.22 -3.57 | -21.65 -13.63 | -24.07 -1344 |-13.14 @ -26.28
28-30% -22.33 -19.77 -14.74 -1049 |-20.67 -17.33 -3.12 | -18.20 -10.59  -21.45 -8.98 -12.23 | -23.40
38-40% -18.85  -14.54 -8.94 -8.76 -16.89  -12.70 -2.63 = -13.79 -7.43 -18.42 -3.86 -11.32 ~ -19.98
48-50% -13.12 -11.32 -5.15 -3.06 -11.32 -9.30 -2.16 -8.80 -4.20 -15.35 -0.96 -10.47  -16.29
58-60% -9.85 -6.68 -2.42 3.15 -7.38 -4.29 -1.69 -5.26 -0.98 -12.30 1.81 -9.58 -12.89
68-70% -5.60 -0.85 4.29 6.55 -3.24 0.99 -1.23 -1.86 2.36 -9.26 4.66 -8.49 -8.63
78-80% -0.45 1.94 7.85 9.93 1.61 4.39 -0.76 3.89 5.74 -6.19 7.53 -7.06 -3.07
88-90% 3.06 5.59 11.58 16.43 5.87 7.79 -0.28 711 9.68 -3.10 10.63 -5.30 0.79
98-100% 7.67 8.99 16.61 19.83 9.62 11.19 0.17 10.51 13.08 0.01 14.03 -3.18 419

Table 2.1: Expected monetary benefit/cost to optimal policy for 1AM-7PM on February 17,
2021

policy value means that the EV is discharging the battery to earn money, with a maximum
of 16% discharge. A policy value of 0 means that the policy is to do nothing. A negative
policy value means that the EV is spending money to charge the battery, with a maximum
of 16%. We note that policies are very different for each cluster. Cluster 2, is the parking
drivers who have low probabilities of leaving the grid. Therefore, when V2G pricing spikes
above the price to charge, we engage deeply in discharging the battery in order to earn
money on selling energy back to the grid before charging back up. There is then an end of
horizon sell-off in the final period. Cluster 4, is the Away Parkers, who have low probabilities
of being on grid or remaining on grid. For these drivers, the policy recommends charging
up to an appropriate charge level because the drivers have a high probability of leaving at
any given hour. For Cluster 6, the policy is very similar to Cluster 4, however during 7TAM
to 1PM, when the car has high probability of being attached and not leaving, we focus on
charging as much as possible to prepare for departure. In this way we see how the DP both
serves driver behavior based on the distribution of the cluster, but also aims to help the
driver earn through V2X when the opportunity is available. We also observe that all these
polices are very interpretable. If drivers are interested, there can be communicated a clear
charge level for each hour of the day for which the optimization will aim to charge/discharge
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Starting Charge Level Cluster 1 Cluster 2 Cluster 3 Cluster 4 Cluster 5 Cluster 6 Cluster 7 Cluster 8
Away Attached Away Attached Away Attached Away Attached Away Attached Away Attached Away Attached Away Attached

8-10% 0.0070  0.0110 | 0.0111  0.0104 | 0.0071  0.0066  -0.0006  0.0006 | -0.0010 0.0568 0.0728 ' 0.1660 |-0.0015 0.0017 | 0.0305 0.0303
18-20% 0.0026  0.0322 | 0.0112  0.0536 | 0.0073  0.0453  -0.0006 -0.0001  0.0009 ~ 0.0942 0.0746 = 0.1649 |-0.0015 0.0013 | 0.0305  0.0700
28-30% 0.0177  0.0476 | 0.0306  0.0536 | 0.0241  0.0389  -0.0005 -0.0001  0.0020 =~ 0.0930  0.0774 = 0.1761 |-0.0013 0.0010 | 0.0541  0.0700
38-40% 0.0300  0.0393 | 0.0426  0.0464 | 0.0236  0.0497 -0.0004 0.0178  0.0029 = 0.0923  0.0808 | 0.1949 | -0.0010 0.0116 | 0.0667  0.0700
48-50% 0.0518  0.0792 | 0.0480  0.0860 | 0.0412  0.0497  -0.0003  0.0467 0.0039 0.0918  0.0835 = 0.1917 | -0.0007  0.0266 | 0.0688  0.1146
58-60% 0.0545  0.0780 | 0.0447  0.0896 | 0.0457 0.0691  -0.0001  0.0322  0.0048 ~ 0.0912  0.0854 = 0.1877 | -0.0005 0.0266 | 0.0692  0.1210
68-70% 0.0739  0.0748 | 0.0744 0.0896 | 0.0651  0.0853  0.0001  0.0375  0.0060  0.0910  0.0868 = 0.1846 | -0.0005 0.0356 | 0.1061  0.1055
78-80% 0.0814  0.1089 | 0.0806  0.1321 | 0.0689 0.0853  0.0003  0.0756  0.0078  0.0909  0.0879 = 0.1817 |-0.0004 0.0581 | 0.1041  0.1055
88-90% 0.0865 0.1190 | 0.0835 0.1406 | 0.0769  0.0853  0.0008 ~ 0.0797  0.0098  0.0951  0.0889 = 0.1799 | -0.0004 0.0643 | 0.1057  0.1055
98-100% 0.1048  0.1190 | 0.1115 0.1406 | 0.0807  0.0853  0.0020 ~ 0.0797  0.0121 ~ 0.0951  0.0898 | 0.1799 | -0.0004 0.0643 | 0.1039  0.1055

Table 2.2: Expected carbon benefit/cost to optimal policy for 1AM-7PM on February 17,
2021
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Figure 2.5: DP policy for charging and discharging the EV on February 17, 2021

to, and this charge level can be directly tied to the price for charging/discharging or the the
driver’s own expected behavior. This allows for clear opportunity to earn driver trust as
an implemented version of the program could allow drivers to manually change the target
charge/discharge rate if they wished to be more or less conservative.

We aggregate potential over the course of a test set of February 16-28, 2021. During this
12-day period, we create policies for each day, such as is shown for February 17, 2021 above
and then link the policies by holding the charge constant if the car is attached (neither
charging nor discharging) between 10PM and midnight, to prevent falling prey to end of
horizon sell off. Thus, if the driver ends the day attached to the grid, they begin the
subsequent day at the charge level we left off at 10PM the night before. We summarize
the results of the test set in Table 2.3. Both dollar and carbon benefit are highest for
clusters that (1) have high on grid minutes, (2) end the day attached to the grid and (3)
have low EV usage, while the highest dollar and carbon costs are found in clusters that
represent the opposite behavior. We see that even the pure profit maximizer still has a
positive carbon benefit, regardless of cluster. This is because price and carbon production
are highly correlated in the current electric market, and thus someone trying minimize the
cost they pay will implicitly also be minimizing the carbon they consume. When we take
a weighted average, based on the size of the test set, the savings are $95 per vehicle from
engaging in the vehicle to grid market and a carbon benefit of 0.81 tons of CO2. This is a
carbon benefit equivalent to 2,076 miles driven by the average gas powered car, 91.1 gallons
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of gasoline consumed, 0.102 of a homes annual energy usage or 13.4 tree samplings grown
for 10 years, all achieved in just 12 days.

Cluster 1 Cluster 2 Cluster 3 Cluster 4 Cluster 5 Cluster 6 Cluster 7 Cluster 8
Monetary Carbon ‘ Monetary Carbon ‘ Monetary Carbon ‘ Monetary Carbon ‘ Monetary Carbon ‘ Monetary Carbon ‘ Monetary Carbon ‘ Monetary Carbon
131.97 1.34 208.86 1.08 -17.81 0.33 ‘ -8.98 0.01 ‘ 182.46 1.00 -95.72 0.37 124.36 1.57 ‘ 169.64 1.40

Table 2.3: Expected monetary and carbon benefit/cost to optimal policy for February 16-28,
2021

2.6 Conclusions

In conclusion this chapter addresses both individual EV driver behavior and how this can
connect to the grid by proposing a vehicle-to-grid and a vehicle-to-home dynamic optimiza-
tion model which controls how much EVs charge and discharge. In this chapter, we have
taken a driver-centric focus in our proposed optimization model by introducing an objective
and constraints that value drivers using their vehicle and incorporate driver behavior. We
establish analytical results showing that our policies are easy to communicate and reliable.
In doing so we understand the close relationship driver behavior has with how we define the
parameters of the optimization. Specifically, we discuss how driver’s sensitivity to departing
at lower charge levels and driving utility must be directly incorporated into the optimization
in order for the policy to serve the EV’s ideal driving. While usually optimality must be
sacrificed for simplicity, in this setting we show that optimal policies are easy to communi-
cate. When we compute these policies in practice using real driver data, we see that drivers
have a lot to gain from participating in discharging markets. On average, there is potential
to save $95 from discharging. We also see that even pure profit maximizers, engaging in
discharging markets have a net carbon benefit. The V2G and V2H market is still emerging,
and in the coming years we will learn exactly how drivers react to battery discharging and
if the proposed dollar and carbon impact are enough for drivers to engage in such programs.
However work such as this is necessary to build driver trust and build formulations which
put the driver needs at the forefront of the market.
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Chapter 3

UMOTEM: Upper Bounding Method
for Optimizing over Tree Ensemble
Models

3.1 Introduction

When using predictive models to make prescriptive recommendations, better predictive mod-
els will result in better outcomes in the real world. For this reason, decision makers are inter-
ested in using their most accurate forecasts when optimizing decisions. When the objective
of an optimization model is determined by a model’s forecast, it is typically more tractable
to optimize it when the model itself is linear or parametric. The optimization problem gets
increasingly difficult when the optimization formulation uses more complex machine learning
models. Forecasts from machine learning models might be more accurate but they are often
highly nonlinear and difficult to tractably optimize over, especially when the optimization
involves constraints. It is for this reason that recent research (such as [29]-[33]) has fo-
cused on different methods for tractably incorporating trained machine learning models into
optimization formulations.

Specifically in this chapter, we will focus on tree ensemble methods, such as Random
Forests and XGBoost, and how their outputs can be used as inputs for the objective function
of an optimization model. Tree ensemble models are a categorization of machine learning
models which aggregate single decision trees, such as CART [34], into a single prediction.
Tree ensembles usually fall into one of two categorizations: bagging or boosting. In the case
of bagging, the weak learner decision trees are generated using different sampled subsets
of the data and their predictions are then ensembled together for the final prediction. For
boosting, decision trees are generated sequentially so that each new tree models the error
of the previous level. These models are extremely popular for their strong predictive power
and robustness against over-fitting. This makes these models ideal for forecasting, but their
aggregate and black box nature means that using their predictions to make decisions can
be difficult. Because tree ensembles aggregate decision trees, their predictive function is a
complex piece-wise constant function. A small change in one of the features can result in
either no change in the aggregate model’s prediction, if the end leaf nodes stay the same,
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or a significant change, if the leaf nodes switch. This creates a non-convex function that is
difficult to optimize over. Most optimization formulations for this type of problem require an
exponentially growing number of binary variables with respect to tree depth, which causes
tractability issues when optimizing over objectives that come from tree ensembles even for
a reasonable scale.

In this work we propose UMOTEM, an Upper Bounding Method for Optimizing over
Tree Ensemble Methods. UMOTEM leverages knowledge known when the underlying trees
of the ensemble model are being built to iteratively optimize down the layers of the trees.
This results in an approximation of the true optimization in which only a single branch of
each tree is traced. This means that UMOTEM scales well, with the number of necessary
binary variables growing only linearly with regard to both depth and number of trees in
the ensemble. The formulation is generalize-able, with the flexibility to account for various
additional business constraints and parallel or hyperplane trees. UMOTEM can also be
used to jointly predict and optimize. Rather than training the entire ensemble forest and
then optimizing over it, UMOTEM can be combined with the predictive phase of decision
making so that only the branch of each tree that has the potential to be optimal is built
out. This would not change the optimality of the algorithm but would improve the run-
time, as the entire forest would not need to be trained, but rather only the branch of
each tree UMOTEM considers optimal. We bound the optimality gap of the UMOTEM
approximation in expectation and show that there is a relationship between the quality of
the prediction model and the quality of the prescription. The smaller the tree ensemble
model’s in-sample error, the smaller the expected optimality gap of UMOTEM’s solution.
This further emphasizes how better predictive models result in better real world outcomes.

3.1.1 Contributions

Our main contribution through this work is the introduction of UMOTEM, an upper bound-
ing method for optimizing over tree ensemble models in a tractable and scalable manner. In
more detail:

e We introduce UMOTEM, an Upper Bounding Method for Optimizing over
Tree Ensemble Methods: UMOTEM is an algorithm that at each step considers
a small scale Mixed Integer Optimization (MIO) which finds the near optimal feature
vector that maximizes (or minimizes) a payoff determined by the prediction of a tree
ensemble model. Unlike many of its peers in the literature, UMOTEM’s binary vari-
ables grow only linearly with regards to both the tree depth (dy.c) and the number
of trees (T'), resulting in a very tractable formulation. The small scale MIO from
UMOTEM has O(T') binary variable and is repeated O(dpax) times, an improvement
over its peers which have O(29<T') binary variables.

e We show how UMOTEM can also be used to jointly predict and optimize:
UMOTEM can be combined with the prediction stage of decision making to improve
runtime. Most methods require the entire tree ensemble model to be trained before
optimization. However, UMOTEM due to its structure, allows us to combine it with
the training phase of the tree ensemble so that only the branch which UMOTEM
“suspects” to be optimal gets built. This will not affect the optimality of the solution

48



found by UMOTEM. As a result, the UMOTEM method allows tree ensembles to be
jointly trained and optimized over in a scalable manner even for large datasets.

¢ We bound the optimality gap introduced by UMOTEM in expectation:
Because UMOTEM is an approximation method, it can result in an optimality gap.
However, we bound this value in expectation and show in the case of well-learned
(as defined in Section 3.4) tree ensembles, UMOTEM is expected to do very well.
Specifically, we show that as the in-sample error decreases relative to the separation
between leaf payoff, UMOTEM’s optimality gap also decreases. As a result, more
accurate predictive models result in better real world outcomes.

e We show strong computational results compared to similar methods: We
compare UMOTEM’s performance to true optimality on several different publicly avail-
able machine learning datasets, covering a wide range of applications. These datasets
come from the University of California Irvine machine learning repository and publicly
available R packages. We show that UMOTEM is able to consistently reach near opti-
mality (over 90%, and in many cases over 98%) while still scaling linearly. For example,
UMOTEM can capture 98% of optimality in 2% of the runtime for some models (see
the Concrete dataset in Section 3.5.1).

e We demonstrate the use of UMOTEM in a case study where other methods
do not scale: Through our collaboration with an American EV manufacturer and
the Oracle Retail group, we tackle two case studies highlighting real business cases
where the scale of the problems are such that exact optimization methods do not
scale to these settings when a random forest is used to predict demand. We apply
UMOTEM in these settings to show strong improvements over business practices and
other policies. Specifically for the case of the EV manufacturer looking to estimate the
size of the discharging market, we show that compared to the baseline policy, drivers
can save $41.1 and the CO2 equivalent of 667 miles driven by a gas powered car in two
weeks from engaging in the discharging market. For the retail case study, we optimize
discounts for fashion items over a 21 week time horizon to maximize revenue and show
an improvement of 12-13% in terms of revenue.

3.2 Literature Review

In recent years, there has been a significant increase in research on how predictive tools can
be incorporated into prescriptive tasks. Researchers are interested in how machine learning
models can be used as an input function in the objective when optimizing decisions. In this
work, we focus on how to optimize over tree ensemble models, and therefore touch upon
a few different areas of research. Specifically we discuss research on tree ensemble models
themselves, optimization methods over various predictive tasks, and finally research that
discusses optimization of types of tree ensembles.

Tree ensemble models combine the best of tree modelling structure with the robustness
and accuracy of ensembling. Popular in practice because of their high performance, there
has been a lot of development in different types of tree ensemble models. At their core, tree
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ensemble models use many “weak learner” decision trees that are then aggregated together
to form a single prediction. Among the most popular are Random Forest [35] and XGBoost
[36]. Random Forests build their weak learners by sampling the input data which builds
the trees. XGBoost is a variant on the gradient boosting strategy, in which trees are built
sequentially with each additional one targeting the residuals of the previous. These two
models are just the tip of the iceberg. Other tree ensemble models include AdaBoost [37]
and Light GBM [38]. For a more thorough survey of tree ensemble models, we direct interest
readers to [39]. We build on this work by showing how these types of models can be used
as inputs to prescriptive tasks. The only requirement for our work is that the tree ensemble
model must have the weak learners be decision trees and the method of aggregating the weak
learners should take on some form of a weighted sum. This weighted sum is the case for
the most popular methods of tree ensemble models, including but not limited to Random
Forest, gradient boosting machines (such as XGBoost and Light GBM), and AdaBoost.

Additionally, there has also been focus in the literature on how predictive tasks, especially
machine learning models, can be used as inputs into prescriptive tasks. This stems from
a natural need, as decision makers are interested in using their high-quality forecasting
models to improve decision making. [29] optimize chemotherapy regimes for cancer using a
ridge regression as input to predict outcomes of clinical trials. [30] incorporate a log-linear
regression of demand into their optimization of promotion vehicles. [40] and [41] optimize
revenue with a ranking-based choice model. Neural networks, as one of the cutting edge
forms of machine learning, have been the focus of a lot of research. [42]-[47] have all worked
to incorporate them into the objective of optimization formulations. [48] in particular use the
eventual prescriptive decision of the optimization as a factor in the evaluation of a model’s
statistical validity.

Specifically regarding tree ensemble methods, such as the aforementioned Random For-
est or XGBoost, being incorporated into optimization, a few different methods have been
explored. [31] formulate an optimization where the objective function coefficients are de-
termined by a Random Forest. They do this by precalculating the coefficients through the
Random Forest in advance for every permutation of the variables. In doing so, [31] avoid
many of the computational challenges that come from directly encoding the Random Forest
into the optimization formulation. However while this works well for the pricing problem
considered in [31], this approach is less efficient when there are many variables that are
being optimized, for which the decision maker would need to forecast for all possible com-
binations of their realizations. [32] and [33] both discuss methods for incorporating the tree
structure of the model directly into the optimization formulation. Both formulate a version
of a mixed-integer optimization that represents the splits of the trees in the constraints of
the model, but this requires an exponential number of binary variables as the trees grow
in depth. For scalability purposes, these papers approximate either the depth of the tree
ensemble or the breadth (that is, in the latter case, they sample only a handful number of
trees). UMOTEM is an approximation of these MIOs with better tractability properties.
We discuss these two methods in greater detail in Section 3.3.1 and compare how UMOTEM
performs regarding both runtime growth and computational performance throughout the
chapter. There are other recent works in this area, for example, [49] extend the work of [32]
to the case of product assortment optimization and show that a stronger formulation can be
achieved through aggregating constraints over products. [50] draw the connection between
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multilinear optimization and optimization over tree ensembles. [50] use this to create tighter
formulations and show when the problem can be reduced to polynomial-sized formulations
(rather than exponential). [51] accomplish two main tasks: first, they show how to optimize
when the objective function is the sum between a function on the output of a boosted tree
model and a convex penalty term and second, they help reduce the scale of the optimization
by introducing a branch-and-bound methodology. While they solve a more complex prob-
lem with the convex penalty term, they do not provide guarantees on scaling or analytically
bound the expected optimality gap. Our work also touches upon a wide range of end-to-end
literature where the tree ensemble model is used as part of a larger process. [52] introduce
a framework for training machine learning models with the subsequent optimization task in
mind. More specific to decision trees, [53], adjust the training process for ensemble forests,
specifically split selection, to account for the downstream optimization and improve the op-
timality of the end-result. Unlike these works, this work keeps the prediction quality the
same, but shows how when tree ensembles are being used for optimization, UMOTEM can
be employed to save on training time by only building out the branch that is expected to be
optimal.

3.3 UMOTEM

We start by describing two different formulations of the MIO which optimize an objective
function determined by an tree ensemble model. One formulation is proposed by [32], and
another by [33]. These formulations are largely equivalent in terms of optimality. In the rest
of the chapter, we will refer to the MIO described by [32] or [33] as the true MIO or exact
MIO because both formulations achieve full optimality while UMOTEM is an approximation
of this MIO. We expand upon our discussion in Section 3.2 on their limitations in terms of
scalability, which we address through UMOTEM. Both papers also propose approximations
for their exact MIOs, which we address analytically (end of Section 3.4) and computationally
(Section 3.5.1). One key advantage of UMOTEM over other approximation methods is that
UMOTEM does not require the practitioner to select an approximation level, which if mis-
selected, has the potential to give rise to suboptimal results. In this section, we first describe
the single-tree version of UMOTEM before finally introducing the full ensemble forest version
of UMOTEM. We assume in this work that the feasible region UMOTEM is optimizing over
is bounded. We also assume that the tree ensemble uses a weighted aggregation method and
the underlying trees of the ensembles use parallel splits.

The main challenge for directly incorporating ensemble forests into an optimization for-
mulation, and hence the need for approximations like UMOTEM, comes from the binary
nature of the trees themselves. Decision trees, such as those found in models like CART,
Random Forest, or XGBoost, ask a series of questions with a yes/no outcome in order to
make a final prediction. At each interior node, 7, of tree, t, there is a linear condition of the
form: (af)"x > bl. If 2 satisfies this linear condition, then the model moves to the left child
of the tree, and if z fails the condition, the model moves to the right child. This iterative
process continues until a leaf or terminal node is reached, at which point the model produces
a prediction for feature vector z. Each leaf node, j, in tree, ¢, has a payoff S;f associated
with it. This payoff is usually either the average of the dependent variable, y, of all training
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data points which end up in node 7, or some function on this average. In order to help with
occasionally dense notation, we introduce a concrete example in Figure 3.1. Here we show
a three tree Random Forest, of max depth two, that uses synthetic retail data to predict
sales. There are two features used to create this forest: full Price and Discount. The Price
variable here is the price before the discount is applied. In this case, if x is a feature vector
with Discount = 0.3 and Price = 19, this means that this item had a full price of $19 and a
discount offer of 30% off. Following the splits of tree 1, z would thus end up in leaf node nj}.

Tree 1
@l iscount

> 0.25

Tree 3

Discount
> 0.2

Figure 3.1: Sample Random Forest 1

3.3.1 The MIO Formulations for True Optimality

We define the following elements of the tree ensemble model. The ensemble consists of T’
trees, where each tree has weight w; in the final prediction. Let m be the minimum leaf size
of the trees, which is specified when the ensemble forest is trained. N’ defines the set of
interior nodes in tree ¢, and L' defines the set of leaf nodes in tree ¢t. Each node i € N* has
a split criterion (af) "z > b, a parent node pt, a left child node I!, and a right child node r?.
From the example in Figure 3.1, we would have T" = 3, and because it is a random forest,
wy, = 7 = 3. For Tree 1, N' = {n{,n}} and L' = {n},nj,nt}. If we consider node nj, its
parent node is p} = n}, its left child is {3 = nj}, and its right child is 3 = ni.

We start by describing the formulation introduced by [32]. Here, one assumes that all
the splits of the tree are parallel. This means that the vector a! is all zeros except for a
single one. A single feature is considered for each split. Then one can rewrite (a!)"z > b
as ;) > bl, where p(i) specifies which feature is being considered in interior node i. For
example, when looking at the sample Random Forest in Figure 3.1, p(nl) = Discount.

We can then group all interior nodes across the trees by which feature is being considered
in the split. We can define P as the set of all features which are split on within the tree
ensemble. For each feature p € P, we can define B, to be the ordered set of all split
points in the ensemble. Let K, = |B,| be the number of unique split points across the
ensemble that use feature p. B, is characterized such that for any b, € B,, there exists
some node ¢ such that its split criterion is z,, > b, ;. Because the set is ordered, we have that
bpi < bpo <+ <bpk,. by will be the k"™ smallest split point for feature p. We define the
function C'(i) = {j}, so that for node i it identifies the index j so that the split criterion of
node 4 can be written as ;) > bp@),ci) = bp(i),j- If we consider the sample forest, we would
have that P = {Price, Discount}, Bpiice = {19,20}, Bpiscount = {0.1,0.2,0.25}, Kpyice = 2,
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and Kpiscount = 3. If we consider node n}, we have that C'(n{) = 3. Therefore, we can
represent the split criterion of node ni as :vp(n%) > bp(n%)c(n%), O ZDiscount > DDiscount,3 = 0.25.

We also define for every interior node ¢ in the ensemble, left(i) and right(i). left(i) is
the set of all leaf nodes which are descendants of the left child of node 4, while right(i) is
the set of all leaf nodes which are descendants of the right child of node i. If x ends up in a
leaf node j € left(i), then it is known that the criterion of node i is satisfied by z, while if
x ends up in a leaf node j € right(i), then it is known that the criterion of node i is failed
by z. As an example, for the sample random forest, we have that left(ni) = {n},nl} and
right (n) — {ni}.

With this notation we can begin reviewing a formulation for the exact MIO for this
problem. This formulation starts by defining binary variables v to determine which leaf
node a feature vector, z ends up in. v;; are only defined for the leaf nodes j in trees ¢.
v; = 1 if and only if solution x resides in leaf j of tree ¢. [32] also defines binary variable z
to specify the optimal range of the solution x, by describing which splits of the ensemble are
satisfied or have failed. Binary variable z,; = 1 if for feature p, the value of x is greater than
or equal to the k" split point in B,, and 0 otherwise. For example, if zpyice1 = 0, Zprice2 = 0
then we know that Zprice < 19. If 2price1 = 1, 2price,2 = 0 then 19 < zpyice < 20. And finally,
if Zprice1 = 1, 2Price,2 = 1 then 20 < pyice. This is enough to specify which leaves the features
vector x will end in and what the prediction of the tree ensemble model will be.

First we start with the objective function. The objective of the MIO is to find a feature
vector x which maximizes the payoff of the leaf it ends up in: max,, Z;‘FZI > jert wtvt,ij-.

For each tree we have to end in one and only one leaf: > . ;. vy ; = 1.

To enforce split constraints we leverage left (i) and right (7). If we fail the split constraint
at node 7, then we know that we cannot end up in any of the leaves which descend from
the left child (ie >;cjepe) vy = 0). We also know that if we fail the split constraint of
node 4, then z,) cu = 0. Similarly, if we satisfy the split constraint, then we cannot end
up in any of the leaves which descend from the right child (ie }Z;c iopq vey = 0), and
Zp(iy,c() = 1. In order to enforce this relationship, we introduce the following constraints:
2 jetett(i) Vi < Zp0).0G) A0 D jeigni(r) Ve < 1= Zp0).00)-

If we satisfy the j' constraint of feature p, then we know that z > bpj > bpj1 > >
by1. Thus if z, ;41 = 1 then it must be true that z,; = 1: 2,; > 2, j41.

Finally, we need z to be binary and v > 0. Putting this all together gives rise to the
following MIO formulation (please see [32] for more details and for the case where features
are categorical):
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For illustrative purposes, we include Formulation (B.1) in the Appendix. Formulation
(B.1) is a concrete realization of Formulation (3.1) for the forest shown in Figure 3.1.

An alternative way of formulating the same problem is proposed by [33]. While Formu-
lation (3.1) used binary variables z to determine which leaf x ended in, this formulation uses
binary variables ¢. In order to represent whether = satisfies the split criterion of node 7 in
tree ¢, [33] define the binary variable ¢f ;. ¢;; = 1 if and only if in tree ¢ feature vector x lies
in a descendent of node j and if node j is a direct child node (either left or right) of node 1.
We can use ¢ to start building the objective function and constraints of the true MIO.

We start again with the objective funtion. In this formulation, for a given tree, the payoff
can be calculated as ) jeLt q;jij;?. We then sum this over all trees, weighted by w;, to get
the objective function: max, , ZtT:l > jent Widy, ;55

One needs to enforce that the variables ¢ accurately represent which leaf = ends up in. In
order to do this, the formulation needs to enforce the split criterion of all the interior nodes.
For interior node 4, if (af)"x > b! then ¢;;, = 1. Similarly if (a!)"2 < bl then ¢;,, = 1. The
paper accomplishes this by introducing big-M constraints: (a}) "z + M(1 — ¢}, ) > b} and
()T — M(1 - gf,,) < V.

This needs to be paired with genealogy or flow constraints. Namely, if x exists in a leaf
descendent of node ¢ (ie ¢, ; = 1), then it must exist in a descendent of one of i’s children
(¢i;, = 1or g, =1). If v does not exist in a leaf descendent of node i (g, ; = 0), then it
cannot exist in a descendent of either of its children (¢}, = ¢,, = 0). Therefore, one needs
to also include the following constraint: ¢! ; = ¢!, +qi,,.

In addition, x must end up in one of the leaf nodes of tree t: > et qf-j,j =1

Finally, one may wish to enforce any other relevant business constraints: Ax = f.

When one puts all these pieces together, Formulation (B.2) as shown in the Appendix,
rises. This formulation was originally introduced by [33]. For illustrative purposes, we
also include Formulation (B.3) in the Appendix. Formulation (B.3) is a specific example of
Formulation (B.2) for the forest shown in Figure 3.1.

The main limitation of both Formulations (3.1) and (B.2) are the binary variables z, ;
in Formulation (3.1) and ¢;; in Formulation (B.2). Each new interior node can require
a new set of binary variables. As the depth of the tree increases, the number of needed
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binary variables increases exponentially. Even for just the illustrative sample forest we show
in Figure 3.1 with merely three trees and max depth two, Formulation (B.2) requires 12
binary variables, and Formulation (3.1) requires 5. Tractability is particularly challenging
when applying this formulation to Random Forest models because one of the premises of the
model is that its trees are not pruned (or shortened), so Random Forest trees can become
rather deep. For example, even for a dataset that is less than 200 data points, the average
tree depth in a forest can be over 10. With a forest of 500 trees, this could easily result in
over 500,000 binary variables. Overall, it can be very difficult to run these formulations for
most reasonably sized ensemble forests.

3.3.2 Upper Bound Function for a Single Tree

It is with this in mind that we begin to introduce UMOTEM. Rather than optimizing all
levels of the tree at once, we introduce a method that iteratively optimizes each level of the
trees in an ensemble. The key idea behind UMOTEM is to only use the information available
up to depth d to decide whether the optimal leaf is a descendent of the left or right child of
a node at depth d. We only explore the branch that we suspect to have the optimal leaf,
resulting in us only tracing a single branch through a tree. This linearizes the exponential
growth of variables in the optimization formulation. In this section, we start with a single
tree without additional constraints for ease of exposition, and then expand to the full tree
ensemble model with additional constraints in Section 3.3.3.

Let us first consider node 7 in a decision tree. The goal is to determine, from all the
leaves which are a descendant of node i, whether the leaf with the highest payoff descends
from the left branch or right branch. Any leaf to come from this node ¢ will be limited by
the data first passed to node i by the higher levels of the tree and filtered out by the interior
nodes that are descendants of node 7. We can use this data passed to node ¢ and the split
criterion of node 7, to calculate an upper bound on the payoff of the best leaf. We will refer
to this upper bound as the UB function for short. We define u; 1, and w; r as the value of the
UB function for the left and right children of node i. We calculate the UB function of a node
as the average of the top m payoffs to fall to either child node, where m is the minimum leaf
size of the tree. By calculating the UB function, we approximate whether the left or right
branch of node ¢ has the highest leaf value.

Mathematically we calculate this by first defining the set D to be the set of all training
data points which fall into node 7. For example, in the sample forest in Figure 3.1, the data
which is passed to node nj is all the data used to train tree 1 that satisfies the split criterion
of node ni. We let y; : k € D represent the dependent variable of data point k in the set D.
We denote the order statistic to be y), such that yu) > y@2) > y@3) > .... This means that
Y@ is the highest dependent value passed through node 4, y(9) is the second highest and so
on. Given this, we can define the UB function as:

u = Y(k):keD- (3.2)

= 1
m

k=1

It is safe to consider this as an upper bound of the possible leaf values because any leaf

descendent of node ¢ will be limited to the data points in D. wu captures essentially what
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happens if the top payoffs all end up in a leaf and nothing else, marking it as the best possible
payoff value a leaf of node i could have. This calculation of the UB function requires no
knowledge of the tree beyond information on the node itself and can be pre-calculated when
the tree is being built.

Again, we refer to the sample forest introduced in Figure 3.1 as a concrete example, and
focus on Tree 1. Let us assume Tree 1 was built on a dataset of ten data points, shown in
Table 3.1, and with a minimum leaf size of 3. This means that all leaves of the tree must
have at least 3 data points in them. Knowledge of the entire tree would make it clear that
the optimal leaf is ni. However, at depth 0, the algorithm is considering only information
available to us at node n} to determine if the optimal leaf is a descendent of nd or ni. All ten
data points fall into the root node, n}, and we can split the data based on the split criterion
for n}, namely Discount > 0.25. Based on this we know that data points 1-6 will pass to
node nd and data points 7-10 will pass to node n}. For Tree 1, where m = 3, we would have
that ui , = 22+ = 3.6 and u} , = “5*> = 4.3. Based on this model, one would assume
the leaf with the highest payoff is a descendent of the right branch of node n}.

While for simplicity of exposition we will continue using this version of the upper bound
method, the exact formulation for u can be adjusted based on the decision maker’s prefer-
ences. For example, one of the criticisms of most tree-based regressions is that they produce
point estimates, which can be easily skewed by outliers. If the decision maker is interested
in being robust against such error, they can remove outliers of the set before calculating the
average. In such a case uj ; would be % = 1.6. Another example of the flexibility would
be the case where the decision maker is interested in hedging against the worst case scenario.
In this case they are trying to maximize the payoff of the worst possible leaf that could come
from the branch. In such a scenario u would be the average of the smallest payoffs in the
branch, or ZEW\—mH Lyeykep and thus uj ; = B9 = 0.3 and uj 5 = 25+ = 3.6. In this
way the upper bound method leverages the learning of the tree ensemble methods, namely
how to separate out the feature space into areas of different payoff but incorporates more
flexibility when optimizing over the forests to allow for more objectives.

Table 3.1: Synthetic training data for Tree 1

Data ID | Price Discount Sales Leaf Node
1 21 0.3 0 ni
2 24 0.5 2 nk
3 22 0.3 1 nl
4 19 0.4 0 n
5 15 0.3 2 ni
6 18 0.5 7 ni
7 20 0 4 ni
8 17 0.1 4 ni
9 22 0.2 5 ni
10 16 0 3 ni

This is enough to approximate the single tree optimization when there are no additional
constraints. The optimization would select whether to move to the left or right child of node
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i based on the following optimization, pulled from Formulation (3.1):

max  (vpu;r + VRU; R)

2,V

st. vp+vg=1

UL < Zp(i),C() (3.3)
vr < 1 = 250,00

zp(io() € 0,1

vr,Vvp > 0

It is worth noting that unlike Formulation (3.1), which has binary variables and con-
straints for every split point in the feature space, Formulation (3.3) only has one binary
variable, representing whether to go left or right.

For a single tree, the node pointer n; would start at the root node. Then the binary
variable z,.;)c(), and by extension vz and vg would indicate whether the pointer i should
move to the left or right child node. If v, = 1 the n; would point to the left child, otherwise
n; would point to the right child and Formulation (3.3) would be run again. The process
would repeat until n; pointed towards a leaf node, which would indicate an optimal solution.
This process would trace only a single branch of the tree.

This algorithm has a linear growth in terms of binary variables. Even though the number
of nodes in a tree of depth d is worst case 2¢ — 1, meaning that Formulations such (3.1) and
(B.2) would scale similarly, UMOTEM would in the worst case use only d binary variables
(one binary variable for each iteration of the algorithm).

While for the sake of exposition, we stick to the version of UMOTEM in which we
greedily iterate one level of the tree at the time, this is not a requirement of the algorithm.
It is possible to consider more levels of the tree at once. For example, one can consider
a two-level iteration in which the algorithm considers whether to go left or right on the
first two levels of the tree and pick which of it’s (at most) four “grandchildren” nodes to
move to, and then iterate from there, considering the next two levels. The trade-off to
consider is that the more levels of the tree optimized at once, the more likely UMOTEM is
to find optimality. However, as the number of levels considered in one iteration increases, the
tractability decreases. This can be considered on a trade off curve. At one extreme is one-
depth UMOTEM, as outlined in this section of the chapter. It is the most tractable but with
the highest risk of suboptimality. At the other extreme is the exact MIO which considers
all levels of the tree at once. It guarantees optimality, but has the highest tractability risk.
In between these points lie the different depths of iteration, creating an efficient frontier
of the best optimality/time that can be achieved. We expand upon this idea in Section
3.5.1, where we plot this curve for one of the datasets. We now introduce the multi-tree or
ensemble version of UMOTEM.

3.3.3 UB Function for Tree Ensembles

The expansion to ensemble models is fairly straight-forward at this stage. Rather than
optimizing a single level of a single tree and repeating until a leaf node is reached, UMOTEM
optimizes one level of all trees at the same time and iterates until it reaches a leaf node in all
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trees. The key for doing this is maintaining feasibility. If at depth d, the algorithm chooses
to satisfy a split criterion (af)"x > bf, then when the algorithm moves to depth d + 1 and
beyond, it needs to know that all future versions of decision variable x still satisfies the split
constraint (al)"x > bt.

For example, consider if in the sample Random Forest in Figure 3.1, at depth 0, the
optimization decides that it should satisfy interior nodes n} and n$ and fail to satisfy node
n3. At the next level it would be evaluating nodes ni, n? and nj. n? is a leaf node so that
is not a concern, but if it is considering whether to go left or right on nodes n} and n3, then
the algorithm needs to have stored the decision of previous nodes. Given it does not satisfy
the constraint of n?, Price > 19, it must by definition then also not satisfy the constraint of
node nj, Price > 20.

One way of storing these requirements would be at each iteration of the algorithm adding
constraints for whether each split node is satisfied or failed. However, the number of con-
straints this would result in would be quite burdensome as the algorithm gets deeper in the
tree. Instead we use box constraints to store the split criterion the algorithm has chosen
to satisfy or fail. Box constraints would store the maximum and minimum value of the
feasible region for each feature. The benefit of box constraints are that they are simple and
easy to store. Rather than adding two new constraints for every tree at every iteration,
tractability is maintained because there will only be two constraints for each feature at all
iterations. This simplification is possible because in the case of parallel split trees, these
maximum and minimum constraints are enough to summarize the split constraints for each
feature. For example, in the case of the example from the previous paragraph, where the
optimization chooses to not satisfy the split constraints of both nodes n? and n}, then rather
than adding both the constraints Price < 19 and Price < 20 to the optimization problem,
the box constraints would just store Price < 19. The box constraints effectively summarize
the requirements on the split node constraints and are easy to learn. The process of learning
the box constraints is explained in Step 2 of the UMOTEM formulation.

While in this chapter we focus on parallel split trees, it is worth noting that UMOTEM
can be easily extended to the case of hyper-plane trees. Hyper-plane trees are trees where
split constraints are built off of multiple features. In this case the algorithm can either add
all the split constraints at each iteration or approximate the polytope-shaped feasible region
introduced by hyper-plane splits with box constraints. The benefit of adding all the split
constraints is that it will be an exact representation of the feasible region at each iteration
of the algorithm. Box constraints will only be an approximation of this feasible region, but
their benefit is guaranteed tractability. However, for the rest of this work we will focus on
the case of parallel splits, as these trees are the most common weak learners for tree ensemble
models.

UMOTEM can be summarised in three steps. We initialize x,;, and ..., the upper
and lower bounds for the box constraints, as the initial bounds of the feature set. We also
initialize the node pointer 7 to the root node of every tree ¢ in the ensemble. We define Bp as
the set of splits in the nodes ¢ across all trees, along with %y, and Tyax,. Like before we
define K, = |B,|. While the original B, would grow with the number of splits in the forest,
Kp < T + 2 (one split for each node in each tree, plus zy, and Tn.y), is only defined for
a single level of the forest and thus is significantly smaller. We initialize the set of trees to
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optimize over, T, as all the trees in the forest.

1. Optimize for One Level For nodes n} that we are considering, we evaluate based
on the UB function whether we want to move to the left or right child. The objective is to
maximize the payoff, as estimated through the UB function. Therefore the objective function
becomes: max., » o Wy (vt,Luﬁt’L + Ut’Ru'gt’R).

As was the case for Formulation (3.1), v represents whether we move to the left or right
child of node n; and z defines the optimal feature vector which will maximize the payoff.

Binary variable v needs to accurately represent whether we move to left or right child of
node 4 in tree ¢ based on the value of z: vy 1, < 2,3,),c0,) and ver < 1 — 2pi,),06,)-

We need to pick the left or right branch of node ¢ of tree ¢, therefore, we enforce: v, 1, +
V¢, R = 1.

As before, if we satisfy the j™ constraint of feature p, then we know that z > b,; >
bpj—1 >+ >0bp1. Thusif 2z, ;41 = 1 then it must be true that 2z, ; = 1: 2,,; > 2z, j11.

We need to enforce feasibility. To do this, we find the j** and j]‘,nin such that by jmax =
Tmaxp and bpyj;nin = Tminp- We then enforce that z jmx =0 (we have to be less than Zax)
and Zp jmin = 1 (we have to be greater than x,,;,).

Finally we need z to be binary and v to be non-negative: z,; € {0,1} and vz, v: g > 0.

When we put all these constraints together we get, where index i; refers to the node
being pointed at by n}:

t t
max E Wt (Ut,LUit,L "‘Ut,R”it,R)

Z,v

teT
St UL < Zp(in), (i) Vte T
VR < 1= 2p(i),000) Vie T
ver + v r = 1, VteT
Zpg 2 Zpgtls VpeP.je{l,... K,—1} (34)
zp gpax = 0, Vp e P
Zpigie = 1 VpeP
zp; € {0, 1}, VpeP,je{l,... K,}
VL, Ver = 0, VteT.

The solution to Formulation (3.4) suggests whether it is more optimal to move to node
n’s left or right child. It also provides a sample feature representation z which guarantees
the selections of left or right children are feasible. It is worth noting that while we use the
formulation from [32], we can replace the formulation with almost any of the other proposed
exact versions of the tree ensemble MIO using only the constraints and variables for a single
depth. All that is required is the ability to replace the leaf payoffs with the calculated upper
bounds, to add the box feasibility constraints and only include the constraints which pertain
to the nodes in 7.

2. Update Optimal Feasible Region Before we move down in depth, we need to first
update the box constraints which limit our feasible region, based on whether the algorithm
has decided to move left or right in each tree. Specifically, for each feature p € P, Formulation
(3.4) provides z, which tells us if the optimal solution fails or satisfies each of the split
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constraints of the node. For feature p, we find the j; min such that it is largest j such that
zpj = 1. Then we define a new Zinp = by jimin. Similarly, we find j7™* such that it is
smallest j such that z,; = 0 and define Tyax, = bm; max .

3. Update Node Pointers The final step of the algorithm is to update the pointer of
nt. As with the single tree example, if v; ;, = 1 then the pointer would move to the left child
and if v; p = 1 then the pointer would move to the right child. If the new n} points to a leaf
node, then its tree t is removed from the set of trees to optimize over, 7. When the pointers
all point to leaf nodes, or in other words when the set 7 is empty, the algorithm terminates.

We write this process more formally in Algorithm 1.

Algorithm 1 UMOTEM

T+ {1...T} > Start with all trees to be optimized
nt«nl VteT > Start at the root node
Initialize i and Tmax

while |7| > 0 do > End when there are no more trees to optimize

Optimize for One Level:

Initialize Bp > Create the ordered set of n’; splits, Tmin and Tmax
Run Formulation (3.4)

Update Optimal Feasible Region:

for p e P do

Jp ™ = min Oj > Find the smallest split the optimization fails
]:Zp,j:

= j.rznag . J > Find the smallest split the optimization satisfies
TP,J T
Tmax,p <_bp,j; max
Tmin,p <_bp,j; min
end for
Update Node Pointers:
for t € T do
if v, 1, =1 then
nt n’;l > Move to the left child of node 4
else
nt < nt. > Move to the right child of node 4
end if
if n! € £ then > If in a leaf node, remove ¢ from optimization set
T« T\ A{t}
end if
end for
end while

The key benefit of UMOTEM as described by Algorithm 1 is that the number of binary
variables grows linearly in terms of both the number of trees and tree depth. This stems
from the fact that the algorithm traces only a single branch of each tree when optimizing.
The first optimization in an iteration of UMOTEM, Formulation (3.4), consists of at most
T + 2 binary variables (z, ;). The upper bound on the number of iterations of the algorithm
is the maximum depth of the trees in the forest. If we define the depth of the deepest tree
as dpyax, then it follows that UMOTEM will involve at most (7" 4 2)dyax binary variables.
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This is better than other approximation methods proposed for this problem because it does
not require exponentially-growing binary variables.

It is worth noting that because UMOTEM explores only a single branch of each tree and
only makes its decision based on information available to the node it is at, it is possible to
combine the predict and optimize steps of the decision making process. Rather than training
an ensemble tree model and then optimizing it using UMOTEM, it is possible to build the
trees and optimize the branches at the same time. This algorithm would involve, for each
level of each tree, the following steps:

1. Determine if the node is a leaf node. If not, continue on to step 2.
2. Select the split criterion for the node

3. Use UMOTEM to determine whether to build out the left or right child node and move
to this node

4. Repeat steps 1-3 until a leaf node is reached

The resulting forest would be an ensemble of “trees” in which only a single branch is fully
fleshed out. This branch for each tree would be the branch where decision makers would
expect the optimal solution to lie. The result of this process would yield the same solution as
the solution found by Algorithm 1. However because this process would involve only building
out a single branch for each tree rather than the full forest, this can lead to improvements
in the time it takes to build and optimize tree ensemble models. Please see Section 3.5.1
for computational results showing the benefit of jointly predicting and optimizing. This is
important because runtime is often the main restriction when building tree ensemble models
like random forests, as these models can be take a long time to train. For models that are
only built to then optimize over, combining the training and optimizing process in such a
manner would allow for tractability gains over large datasets and tree ensembles. In the next
section we discuss the quality of UMOTEM’s optimality gap in expectation.

3.4 Bounds on the Quality of Approximation for Ran-
dom Forests

In this section we bound the expected loss from using UMOTEM. This loss is calculated in
terms of the value of the objective function when compared to the true MIO formulation
specifically for random forests. We do this by analyzing the expected difference between the
solution found by the exact MIO and the optimal solution at each iteration of UMOTEM’s
algorithm. We define this bound in terms of two features of the random forest: the quality of
the in-sample fit and how disparate the payoffs of the top leaves in the forest are. This makes
intuitive sense because if the forest is very well learned (ie small in-sample error), it will be
easier for UMOTEM to find the optimal solution. Similarly, if the difference between the
payoffs of the top leaves is large, especially compared to the in-sample error, then UMOTEM
will be more likely to find the optimal solution. The proof follows by first showing that as
the number of trees goes to infinity, both the UB function and the random forest prediction
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function converge almost surely to expected functions over the “average” tree. We then show
that these expected functions differ from each other by a finite, quantifiable amount. Finally
we use this result to calculate the expectation by integrating over the CDF of the difference
between functions.

1. Optimality Gap Definition To accomplish this we start by defining three functions:
h(z), u®(z), and h*¥(x). h(z) is the random forest prediction function for a feature vector
x. For any data point x; with realized payoff y; in the training set, we can also write
yr = h(xy) + €&, where € is the error term. u?(z) is what the UB function estimates as the
upper-bound of the prediction for feature vector x at depth d of the random forest. We index
by the depth because at each iteration of the algorithm, as we move deeper into the tree, this
estimate will change. Finally h*¢(z) represents the highest prediction that can be achieved
by feature vector x at depth d. At depth d, we do not yet know exactly which leaves feature
vector x will end in, but we can define h*¥(x) as the best possible payoff among the leaves
that are children of the node that contains x at depth d. We define each of these functions
for the forest as a whole, but we also define the functions for individual trees, t: h(z), ué(x)
and h;4(x).

To illustrate the difference between these functions, we again reference the sample forest
in Figure 3.1. We assume for the rest of this section that we want to optimize the sales with
respect to the discount rate for an item whose price is set to $19. At depth one, or during
the first iteration of UMOTEM, u(z) and h}%(z) would be approximated as Figure 3.2.

Tree 1 Tree 2 Tree 3
Discount Price Discount
> 0.25 > 19 > 0.2
— — —
=31 =4 Rt =2 || hit =5 Rt=4 | B =3
ul = 3.6 || ul =4.3 uy = 2.8 [ ul =6.1 ui =4 ||ul =35

Figure 3.2: Depth 1 Approximation of Sample Random Forest 1

For this section we assume that the data lies in a bounded set and the random forest
is well-learned. Here we use the term well-learned to imply that the expectation of the
in-sample error is zero. This means that for any data point z;, with payoff y,, it can be
described as its prediction in the random forest plus a bounded noise term: vy, = h(zy) + €.
Because the data is bounded, the noise term is also bounded between [—d,d], where ¢ is
the magnitude of the largest in-sample error. As the random forest is well learned, we also
assume that Eleg] = 0.

We define z7? as the optimal solution when optimizing with u?(z) as the objective func-
tion. Similarly, we define z;? as the optimal solution when optimizing with h*¥(z) as the
objective function. For a dataset with feature matrix X and outcome vector Y, and a ran-
dom forest with N trees, we aim to bound: Exy [h*(z}?) — h*¥(2}?)|u?(*)]. Namely, we
optimize the difference in terms of the best payoff between the solution found from optimiz-
ing along u¢(x) and h*¥(z), given knowledge of the entire function u?(x). This represents
the bound as it would be calculated in practice because we will have full knowledge of the
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UB function, u?(*), and seek to understand what our optimality gap uncertainty is. It is
worth noting that if u¢(x) = h*¢(x), then the payoff found by UMOTEM would be the same
as the true MIO, because at each iteration the algorithm would pick the true optimal child
branch to go to. We estimate Ex y [h*(z}?) — h*¥(z}?)] rather than Fx y [h(z}?) — h(z})]
because we wish to evaluate the quality of the decision made at depth d. For example, if we
consider the sample forest shown in Figure 3.1, in Tree 3, it matters whether the Discount
variable is greater or less than 0.2 because this decides whether we go to the left or right
child of the root node. It does not matter, however whether or not the optimization selects
the Discount variable to be between 0.2 and 0.1 or less than 0.1. Whether the Discount
variable is greater or less than 0.1 will be considered at the next iteration of the algorithm
if the right branch of the tree is explored.

2. Random Forest Characteristics In order to bound the optimality gap, we consider
two features of the random forest.

Leaf Separation: First we consider how disparate the highest leaves of the forest are.
This matters because if the payoffs of the top branches are very different from each other,
especially relative to the in-sample error, the lower the optimality gap is expected to be.
This is because the stronger the separation between branches, the more likely it is that
UMOTEM explores the correct branches of the forest. For example, compare the depth one
approximation shown in Figure 3.2, with the one shown in Figure 3.3. Even though the
differences between u! and h*! are greater, the scale of the differences between the branches
means that UMOTEM is likely to end up at the optimal solution. This is because even
though u? is not the same as h*¢, the separation between the leaves means that u? will still
accurately indicate whether the algorithm should explore the left or right branch of the tree.
We quantify this by defining 254 as a point in the k™ highest payoff region of u?(z). For
example, in Sample Random Forest 1 from Figure 3.2, when optimizing along the Discount
variable, 11 would be between 0.2 and 0.25, 221 would be less than 0.2, and 22! would be
greater than 0.25. We can then evaluate how disparate the top payoffs of UB estimate are
by calculating u?(z2"?) — u?(z>'?). For Sample Random Forest 1 from Figure 3.2 at depth
1, this would be 0.17, while for Sample Random Forest 2 from Figure 3.3, it would be 16.3.

Tree 1 Tree 2 Tree 3
Discount Price Discount
> 0.25 > 19 > 0.2
Bl — T~ — Bl — T~
! hit = 52 hit =43 || hit =75 3 hit =53
100 ul =54 ub =49 || ud =100 104 ut = 58
ui =103 ! 2 2 ui = 112 3

Figure 3.3: Depth 1 Approximation of Sample Random Forest 2

In-Sample Error: The second feature of the random forest that is relevant to the
optimality gap is the size of the in-sample error. Two aspects are relevant, first the largest
possible magnitude of the error term e, which is ¢, but also the expected size of the largest
errors. Specifically, for the iteration of the algorithm at depth d, what matters is the size
of the largest errors in the branches being considered to create the UB estimate. When
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creating the estimate of ul(x), we average the payoffs of the m highest data points in tree
t of the branch below depth d containing z. The larger these errors, the farther ud(x) is
expected to be from h;?%(z). It is worth noting that if there is no in-sample error (§ = 0),
then u?(z) = h*(x) and there will be no optimality gap. We begin to formally state
this relationship by first defining D¢(x) as the set of training data points which fall into
descendent leaves of the node containing z at depth d. We define € as the order statistic
on the noise term, or the k" largest e. Then we can say that our confidence in the UB
estimate of u?(x) is highly correlated with the size of €(k):keDi () More concretely, because
the UB estimate consists of the m largest data points in a region, where m is the minimum
leaf size of the random forest, our largest expected error on ud(x) can be approximated by
% py €(k):keDi(z)- Lhe larger this term, the more likely the UB function is to select the
less optimal branch to explore, and thus, the higher the expected optimality gap.

3. Bounds on Sub-Optimality Gap Given the leaf separation and in-sample error
of the random forest, uf(z.'?), uf(22'%), 0, and L 371", €(k)keDi(z), We can now state the
bound on our optimality gap. As the intuition above confirms, in the optimality gap, we
have that as ud(xl'?) — ud(22’?) grows, the bound on the optimality gap in expectation gets
smaller. Similarly, as § and % Yoy €(k):keDd () €Y smaller, the bound on the optimality gap
in expectation also shrinks. We state this relationship formally in Theorem 3.4:

Let ul(z) and h;4(x) be the upper bound estimate and highest prediction value respec-
tively of feature vector x for tree t at depth d. We define the optimal solution when optimizing
with objective function u?(x) as z*?. Similarly, we define z}% as the optimal solution when
optimizing with objective function h*¥(x). Let Fg indicate the expectation over the random
sample which generates the trees in the random forest and let E’x y indicate the expectation
over the X, Y feature and payoff space. Let m be the minimum leaf size in the forest. We
define eg(k) as €(p).epi(z) OF the k™ largest noise term of error € in the set of points, D¥(z),
which fall into children leaves of the node containing x at depth d of tree t. ¢ is bounded
in [, 0]. Finally, we define 25'¢ as a point in the &' most optimal region of u?(x) so that

zl"? has the highest value of u(z) and z2'? has the second highest. Then it follows that:

1. As the number of trees goes to infinity, the optimality gap, Ex,y [h*(z;?) — h**(z;%)|u’(x)],
is bounded from below almost surely by:

Expected size of the largest errors 2
.

The separation in estimated UB values s ~

A 1 m
2 Fe [ede,ac)]] —b
k=1

2 ,E@ [u‘é)(qujd)] — Eo [ude(asi*d)}‘— E
0
—/ exp | — 5 db
_5 )
—

Maximum in-sample error

2. For a finite forest of size T, the optimality gap, Exy [h*(z}%) — h*(z;%)|u’(x)], is
bounded from below by:
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Theorem 3.4 provides a worst case bound on the loss we experience by using the UB ap-
proximation function rather than the true objective function at each iteration of UMOTEM.
This bound is dependent on the two key characteristics of the random forest that we have
discussed. First, the larger the separation between the estimated UB values of different
regions, the more confident we are that there will be a low optimality gap. This is intuitive
because if the top estimates of UB values are very different, especially relative to the maxi-
mum error of the points, §, then it is likely we have selected the optimal region to explore.
Second, the better the wellness of fit of the random forest, the more confident we are in the
solution found by UMOTEM. This is represented both by the expected size of the largest
errors in the nominator and the maximum possible error represented in the denominator.
The smaller either of these values, the smaller the expected optimality loss.

Proof of Theorem 3.4:

We start by showing that as the number of trees in the forest goes to infinity, the pre-
diction of the random forest and the UB function converge almost surely to an expected
function representing the average tree. This is proved in Step 3.4.

Let h%(z) be the highest prediction value feature vector x can achieve from depth d in
tree t. Let ul(z) be the upper bound estimate of the y value from tree ¢ on feature vector
x at depth d. Let Eg indicate expectation over the random sample which generates the
trees in the random forest. Then as the number of trees in the forest, T', goes to infinity,
> er hid(z) goes almost surely to Eg [hgl(z)] and + >, uf(z) goes almost surely to

The proof follows directly from [35] where instead of evaluating the convergence of the
random forest prediction h(x), we evaluate the highest prediction at depth d, h*¥(z), and
the UB estimate u?(x). However, for the sake of completeness, we provide the proof in the
Appendix.

Step 3.4 shows convergence to an expectation; however there is also a relationship between
h*d(z) and u’(z), and by extension Eg [hg!(z)] and Eg [ud(z)]. By definition, we have that
h*d(z) < ul(x) Vaz, because the UB function u?(z) uses the top m data points from the
region which z falls into to make the estimate, and there are at least m data points defining
h*d(z) from the same region. As its lowest value, u?(x) will just use the same points that
define h*¢(x). We can also bound u?(z) from above when we consider that the highest value
it can possibly take is h*¢(x) + f(e) where f(e) is some function on the in-sample noise term.
This is because the data points which create u?(x) can only deviate from their leaf’s payoff
by €. We formalize these upper and lower bounds on Eg [u‘é(x)} in Step 3.4.

Let ud(x) and h;%(x) be the upper bound estimate and highest prediction value of feature
vector x respectively for tree t at depth d. Let the subscript © indicate expectation over the
random sample which generates the trees in the random forest. Let m be the minimum leaf
size in the forest and we define 6?,(k) as €(x):xepi(x), OF that is the k'™ largest noise term, e, in

the set of points, D¢(z), which fall into children leaves of the node containing x at depth d
of tree t. Then we have:
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Ee [hg(2)] < Eo [ud()] < Ee [h ZE@ €b ] (3.5)

From our initial assumption, every data point in the tramlng set can be described as its
prediction from the random forest plus some noise: y, = h(xy) + €x, where Efex] = 0 and
€x € [—0,0]. Because the upper bound at depth d does not know the specific leaf for which
x falls into, it takes the top m points from the union of leaves which stem from the node at
depth d which contains z. Let D¢(z) be the set of all points considered to build tree ¢ which
fall into a child leaf of the node at depth d which contains z.

Therefore the upper bound function can be described as:

1 m
U?(ﬂf) ~m Z Y(k):keDd(x)

= Z h ( ):keDY(w ) + €(k):keDi(a)-

The subscript (k) denotes the order statistic, indicating that we are averaging over the
m largest payoffs in set D¢(z). We can upper and lower bound this amount.

The lower bound for this function is straightforward. By definition, it cannot be less than
payoff of the highest leaf which stems from the node containing x at depth d. Therefore we
have: ul(z) > hi%(x). When we take the limit of both sides as the number of trees goes to
infinity, we also have: Fg [uf(z)] > Ee [hg(z)].

We can take an upper bound as follows:

Uf(if) = — Z h < (k):keD% () ) t €(k):keDd(2)

— Z (@) + eyreni)

. 1
=h d(fﬂ) + m Ze(k):kepg(x)-

k=1

| A

The first inequality comes from the fact that the highest random forest prediction that can

be achieved for points in D¢(x) is by definition h*¥(x). As the number of trees goes to
infinity, we have:

m T
. 1 o1
= Bo [t ()] +— > Jim =3 (et

k=1 i=1

We have that % Zt 1 ( keDtd(x)> converges almost surely to Eg [e(k):kepé (x)] This
follows directly from the proof of Step 3.4, but rather than taking j as the average across the
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hyper-rectangle, it is the k" largest noise term. This gives us: Eg [ug(z)] < Eg [hg (2)] +
% ZZ; Ee [E(k:):keDg(x)] .
For ease of notation we will define Eg [eg(,ﬁ)} as Fg [e(k): keDd (x)} , giving us the equation.
Step 3.4 demonstrates that the difference between Eg [h(z)] and Eg [ug ()] is at most

% >, Eo [e‘é?(k)} . This makes sense because the upper bound is limited by the in-sample

error. The smaller the €, the closer the upper bound will be to the true value of the highest
leaf. Using this relationship, we can bound the optimality gap Ex,y [h* (%) — h**(z;%)|u’(x)]
as the number of trees goes to infinity, or Ex y [Ee [hg(zid)] — Ee [hgl(z;4)] [ul(x)].

Exy [Eo [hg'(x3")] — Ee [hg'(x3)] |u” ()]

== [ P (5o [119)] - o [nai®)] < Hu(s)) b

[e.9]

> - [ (o 2] - 13 o ] - o i) <o)

—0o0

- ['r (E b @] — = > B [eb ] - Bo [u (23] < bwudw) a

=6 k=1

We obtain the first equality from the fact that this expectation is strictly non-positive.
This is because by definition the optimal solution from the upper bound on the random forest
prediction cannot be greater than the true optimal solution. Given this, we have that for any
non-positive random variable X with CDF F'(x), the following holds: EX = — fi)oo F(z)dz.

We obtain the first inequality from taking the worst case scenario (ie the case where
the probability will be the highest), which is when Eg [hg/(2;?)] is as small as possible
and Eg [hgl(z;4)] is as large as possible. We use Step 3.4 to obtain that Eg [hg (2] >

Eo [ug(z:)] =L >0 | Ee [Ede,(k)]v where Fg [Gé,(k)} is Fg [G(k):keD%(mzd)} . Similarly, we use
Step 3.4 to obtain Eg [hg!(2;%)] < Fe [ud(x3)].
We obtain the second inequality from noting that the minimum value that Eg [ug,(z;?)] —

Ly Fe |:€Cé7(k)i| —Feg [ud(x;")] can take is —d. This is because by definition Eg [ud(z}4)] -

Eo [ug(z;%)] > 0 and =L 37" | Eg [6%,(@} > —§. Therefore if b < —§, this probability be-

comes 0. We then need to only integrate the probability from —4 to 0.
Given that we have knowledge of the entire UB function and the only source of random-

ness is % Yoo Eo [5%,(@}’ we pull all the constants of the equation to the right side of the

inequality. We now want to find a lower bound on Eg [ud(z}%)] — Ee [ug(z;)] — b. We
start by sorting the possible optimal solutions of the function u?(z). Let 25'¢ be a point in
the k™™ most optimal region of u¢(x). We have that z1'¢ and 2% are synonymous. If z;¢ also
pointed to the same region as z1'¢, then there would be no optimality gap because the UB
estimate of the best branch to explore and the best random forest leaf would be in the same
region. Instead we have the highest probability for an optimality gap when z;? falls into the

region characterized by x2'?. Therefore, the inequality can be rewritten when we substitute

67



' as 27% and bound 3¢ with 22", We use u?() to represent knowledge of the entire UB

function.

= —/ P <E@ [ud (2] — = ZE@ [6%7(]{)} — Eg [ud(z;h)] < b|ud(*)> db
= —/ P (l ZE@ [5%,(1@} > Fo [ub(2:%)] — Ee [ug(z;)] — b|ud(*)> db

= [ (£ e ] > 5o [t ) - B itia )] -0)

) m

We then apply the monotonic function f(z) = exp(rx), where 7 is a positive constant
to make both sides of the inequality non-negative. Because both sides are of the probability
inequality are non-negative, we can apply Markov’s inequality to obtain the last inequality:

— _/ P (exp (T% > Fe [Ede,(k)]> > oxp (7 (Be [up (v, )] — Fe [up(ay )] ~ b))> "

-6

0 E [exp <T% > ket Fe [ed@(k)] )}
= /_5 exp (T (Ee [U%(%l;dﬂ — Ee [u%@?jd)] - b)) o

The random variable % Yo Eo [Eé,(k)] is bounded between 0 and § because each of the e

terms are at most 0 and we know the sum as a whole is strictly non-negative. Therefore,
we can use Hoeffding’s lemma to bound the nominator of the fraction. We then bring the
denominator of the fraction up into the exponent:

-/ o Plew(mYiLieldel)]
_sexp (17 (Ee [ud(zl'?)] — Eo [ud(22'4)] — b))

0 exp (TE [% > e Ee [Eé,(k)ﬂ T %>
= /5 exp (7 (Be [ug(z}'?)] — Be [ug(221)] — b)) db

= —/ exp (% -7 (E’@ [u‘é(:pu*d)] — Fg [u%(mu*d)] -F

-6

Therefore, we have that, for all positive values of 7, we have:
Bxy [Ee [hg(x3")] — Be [Ig!(x7")] u(+)]

> - [ (55 o (o lublal ] - 2o et -

-6
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We find the tightest bound possible by minimizing the RHS over 7 to obtain:
Exy [Ee [hg/(x})] — Ee [hg'(23")] |u’ ()]
2
/o 2 (o [u(e )] — Eo [ub(a2)] - B [£ S, Bo [ || - b)

>

) exp | — 5 db.

The second part of the theorem follows from the same proof, but without first taking the
limit as the number of trees goes to infinity. The rest of the proof follows similarly.

We can also plot the bound in terms of each of its components to see the quality of
the bound for different settings. In Figures 3.4a, 3.4b, and 3.4c we show how the opti-
mality gap changes for different values of the difference in top leaves (ie Eg [u@(xl*d)] —
Eo [u@(xQ d)] ), the maximum in-sample error (ie 0), and the expectation of the top m errors

(ie E [E S, Eo [e‘é,(k)”) respectively. Unless the value is changing over the x-axis, we
assume that in this forest, the difference between the top leaves is 10, the maximum error is
10, and the expectation of the top m errors is 3.5. We see that as the difference in the top
leaves increases or as the maximum error decreases, the optimality gap drops off sharply.
The drop off is not as steep for the expectation of the top m errors, but as the expectation
of the errors decreases, so does the optimality bound.

Figure 3.4: Optimality Gap over different features of the random forest

Optimality Gap Bound

Optimality Gap Bound
Optimality Gap Bound

Vs
(a) Optimality Gap 7 T = E R
over  Differences in  top (b) Optimality Gap over (c) Optlmahty Gap over Ex-
leaves (Eo [ud(zl')] - Maximum in-sample error (4) pectaltlonmof the ZOP m- errors
Eg [u@( 2*d)]) (E | > pe Eo [e@’(k)ﬂ)

The structure on Theorem 3.4 also allows us to gain insights into what specific situations
UMOTEM is guaranteed to reach optimality. The first scenario, where UMOTEM is guar-
anteed to have no optimality gap, is the ideal situation where a tree is perfectly learned.
This is because, when a tree is perfectly learned, the UB function will directly reflect the
true predictive function of the random forest. Therefore, the UB function will always in-
dicate correctly whether the optimal leaf lies in the left or right child branch, resulting in
UMOTEM always resulting in optimality. This is proved in Corollary 3.4:

When the trees in an ensemble are perfectly learned, meaning there is no in-sample error,
then UMOTEM finds an optimal solution.

Proof of Corollary 3.4: In the case where there is no in-sample error for the trees making
up the ensemble, then ¢, the size of the largest error will be zero. This means that for any
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depth d and point i, 0 = —§ < ¢ < § = 0, meaning that all ¢ = 0. In this case it follows
Step 2 of the Proof of Theorem 3.4, that Eg [hg(z)] < Eg [ud(z)] < Eo [h§(z)], meaning
that Ee [hg(z)] = Ee [ub(z)]. Because both UMOTEM and the true MIO are subject to
the same constraints, and they are now optimizing along the same objective function, we

will have that *¢ will be in the same child leaf as z}¢, meaning there will be no optimality

gap.

The second scenario that is of interest is when the size of the in-sample error is less than
the separation between the top regions of the upper bound function. In this case, again we
will have that the optimality gap is equal to zero. This is because if the error is less than
the separation, then while the UB function will most likely not directly equal the random
forest prediction function, the probability that the UB function will indicate a leaf different
than what is optimal is still zero. This is discussed in Corollary 3.4.

Let uf(x) and h¢(x) be the upper bound estimate and highest prediction value respec-
tively of feature vector x for tree t at depth d. We define 2%'¢ as a point in the k™ most
optimal region of u?(z), so that z1"? has the highest value of u4(x) and 22'¢ has the second
highest. Finally let ¢; be the in-sample error of data point i. € lies in [—4, d]. Then UMOTEM

1*d d (,.2*d

will not have an optimality gap if: 6 <u (z}'?) — uf (22°%).

Proof of Corollary 3.4: We have that if § < uf (z'?) —uf (#2'?) then, as we consider the
case when the number of trees goes to infinity, we will also have that § < Eg [ug(z'?)] —
Ee [ud (7 %)].

During the proof of Theorem 3.4, we show that the optimality gap,
Exy [Eo [h5'(xy")] — Ee [h&!(x3)] [u(%)]
, is bounded by:

Exy [Eo [hg'(x3")] — Ee [hg! (23] [u”(+)]

> — / P (% > Ee [eb ) = Eo [ub(z) )] — Ee [ub(x®)] - b) db.

—00

However, we have that eg(k) <0 < Eg [ug(al'?)] — Ee [ud(zX?)], for all €, which means

u
the probability in the equation above comes out to be zero. This means that:

Exy [Eo [h&'(x;")] — Ee [h&!(x3)] [u(x)] =0,

resulting in no loss from using the UB function, or in other words, no optimality gap.

We see in these cases where either the error is less than the separation between the
top regions of the upper bound function, such as when the trees are perfectly learned, the
bound is tight. From this we not only bound the optimality gap in expectation of our
approximation, but we also gain some insight into which situations UMOTEM is expected
to perform well, or even obtain perfect optimality. In particular, we see that there is a close
tie between the quality of the predictive model and the quality of the prescriptive decision.
The better trained the ensemble model, or in other words, the smaller the in-sample error,
the more confident we are that UMOTEM has found optimality. This is different from the
bounds provided by the approximations in [32] and [33]. Both approximations have analytical
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Figure 3.5: Analytical and realized optimality gap

guarantees, however they decay as leaf separation increases and have no dependency on how
well the model fits the data. Therefore, when leaf payoffs are clustered close together or when
the in-sample error is high, then either the depth approximation from [32] or the sampling
approximation from [33] would have a better analytical guarantee. However, when stakes
are higher and there is significant leaf separation, or when the model better fits the data,
then UMOTEM will exhibit the better optimality gap.

We show this more visually using synthetic data. Here we generate data from an un-
derlying tree structure across five features, with leaf payoffs ranging between -250 and 250.
Noise is generated from a normal distribution with mean zero and added to the labels. As
the variance of the noise is increased, the maximum in-sample error (d), the analytical bound
derived from Theorem 3.4, and the realized optimality gap of UMOTEM are all tracked. The
results are plotted in Figure 3.5. Each generated version of the data has two correspond-
ing points on the graph. These points are aligned vertically because they share the same
maximum in-sample error (0). First, in red, is the analytical bound for the data and the
model built on it. This is calculated using Theorem 3.4 and the specific features of the data
(such as maximum in-sample error). The second point, in blue, is the realized optimality
gap, again as a fraction of optimality, found when UMOTEM was run on the dataset. We
see that when the maximum in-sample error (§) is small, the bound is tight. In the next
section we will discuss how UMOTEM performs in practice with computational results.

3.5 Results from the Data

3.5.1 General Machine Learning Datasets

In this section we describe our computational results which show how UMOTEM performs
in practice. In order to test the algorithm we build several sets of random forests to optimize
over. All models and formulations are built in the Julia programming language. The random
forests are created using the package DecisionTree. Trees in the random forest are built
with a minimum node size of 5, and considering one third of the available features and all
the data points. Optimization formulations are written using JuMP (Julia for Mathematical
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Programming) and solved using Gurobi.

In this section we specifically compare two approaches to optimizing over a random forest.
First we implement Formulations (3.1) and (B.2), introduced by [32] and [33] as a baseline
for what true optimality and time to solve would be. We then compare this to UMOTEM
and the Predict and Optimize formulation both in terms of optimality found and runtime.
We test the algorithms on three publicly available datasets, from the University of California
Irvine machine learning repository and R packages, detailed below:

e Solubility: [54], [55] Predict a compound’s solubility.
Features: 228, Data Points: 951, Average Tree Depth: 17

e Concrete: [56] Predict the compressive strength of concrete formulations.
Features: 9, Data Points: 1,030, Average Tree Depth: 15

e Wine: [57] Predict the quality of Portuguese red wines.
Features: 12, Data Points: 4,898, Average Tree Depth: 18

For each of these datasets, we solve the unconstrained optimization to find a feature
vector x which maximizes the prediction of the random forest. We vary the number of trees
from 10 to 500 to show how each formulation grows with the size of the forest. For each
dataset and forest size we evaluate:

e S}io: the value of the optimal objective function found by Formulation (3.1) and (B.2).
This is the benchmark for true optimality

o Simorem: the value of the optimal objective function found by UMOTEM

e Opt. Gap: The optimality gap as defined by 100% x* S*MIO_S‘EM, the percentage
MIO
difference between the solution found by UMOTEM and true optimality

e Time (Misi¢): the time (in seconds) to solve the MIO, Formulation (3.1), using the
proposed Benders Decomposition from [32]

e Time (Biggs et al.): the time (in seconds) to solve the MIO, Formulation (B.2), using
the proposed Benders Decomposition from [33]

e Time (UMOTEM): the time (in seconds) to solve UMOTEM

e Time (Pred. and Opt.): the time (in seconds) to solve Predict and Optimize formula-
tion

In cases where the formulation was too large for the system’s memory to compute, we label
both the objective function and time as NA.

Table 3.2 summarizes how UMOTEM and Formulations (3.1) and (B.2) compare both
in optimality and time to solve. For the full set of results, please see Tables B.1, B.2 and
B.3 in the Appendix. We see that across the board, UMOTEM and Predict and Optimize
reach near optimality in nearly negligible amounts of time compared to the true MIO. We
see the linearity of the number of binary variables in UMOTEM’s formulation reflected in
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Dataset 4 trees Syo  Stmorem  Opt. Gap E&glc? (Birggislgeam (Ug(i)%lgM) (PredT‘iIrgeOpt.)
100 1.13 1.12 0.8% 28.35 NA 3.89 2.68
200 1.13 1.11 1.2% 50.98 NA 8.85 6.70
Solubility 300 1.13 1.12 0.7% 100.98 NA 12.11 8.40
400 1.13 1.11 0.9% 136.00 NA 14.56 9.02
500 1.12 1.11 1.0% 273.53 NA 20.07 12.95
100 78.25 76.83 1.8% 14.31 454.15 0.42 0.22
200 78.21 76.78 1.8% 28.35 NA 0.92 0.39
Concrete 300 78.20 76.72 1.9% 44.40 NA 1.30 0.49
400 78.26 76.72 2.0% 51.48 NA 1.47 0.67
500 78.26 76.83 1.8% 83.58 NA 1.89 0.83
100 7.37 6.69 9.2% 149.70 NA 0.85 0.31
200 7.37 6.71 9.0% 271.79 NA 1.62 0.77
Wine 300 7.37 6.78 8.1% 503.57 NA 2.44 0.93
400 7.36 6.75 8.2% 989.18 NA 2.98 1.16
500 7.36 6.81 7.5% 1216.24 NA 4.83 1.54

Table 3.2: Objective function value and times

its runtime compared to the exact MIO formulation. While Formulations (3.1) and (B.2)
have rapid growth in time to run, UMOTEM runs in fractions of seconds.

Both [32] and [33] propose approximations to their MIOs. Specifically [32] suggest to
only consider node split constraints up to some depth d, while [33] suggest sampling a subset
of the ensemble for the optimization. We compare to a 30% level approximation in Table
3.3. For the depth approximation in [32], an approximation of 30% means the optimization
considers only splits which are of depth dy.x * 0.3 or less. For the sampling approximation
in [33], an approximation of 30% means the optimization samples 30% of the forest. We
catalogue the following;:

® S} 30%: the value of the solution found by the depth approximation of 30% from [32]

Séa s00: the value of the solution found by the sampling approximation of 30% from

[33]

* _gx*
MIO DA 30%

Opt Gappa s30%: The optimality gap as defined by 100% = 5

*
MIO

, the percentage

difference between the solution found by the depth approx and true optimality

Opt Gapgy s9%: The optimality gap as defined by 100% 5 =

*
MIOiS

—MIO_—SA 0% the percentage

MIO

difference between the solution found by the sampling approx and true optimality

Timepa 30%: the time (in seconds) to solve the depth approximation at 30%

Timega 30%: the time (in seconds) to solve the sampling approximation at 30%

We show more in-depth comparisons against these approximations for all datasets in
Tables B.4-B.15 in the Appendix. What we find is that while the approximations have the
potential to provide high-quality tractable solutions, they have risk of producing sub-optimal
solutions if the approximation level is mis-selected. When we compare to UMOTEM, we
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see that UMOTEM is often able run faster while providing a solution of equal quality if not
better than either approximation. While an approximation of a higher level (such as 50% or
80%) would also produce higher results, the higher the approximation the closer it will scale
to the original MIO, risking tractability challenges. The challenge for these approximations
is selecting the level of approximation. It is also worth noting that we implemented both the
original proposed approximation and the approximation with Bender’s Decomposition. For
both cases, the original approximations do not scale to forests of reasonable size and it is
only with Bender’s Decomposition are we able to get the results we show in Tables 3.2 and
3.3.

Dataset # trees  SHa g0 Sdas0n OPt Gappa 30, Opt Gapgy 300,  Timepa 30, Timega 30%

100 -4.13 0.47 467.2% 58.6% 12.77 2367.50
200 -4.05 NA 459.7% - 14.11 NA
Solubility 300 -3.96 NA 451.7% - 16.92 NA
400 -0.75 NA 166.6% - 27.24 NA
500 -0.64 NA 156.9% - 26.53 NA
100 53.97 77.27 31.0% 1.3% 7.58 35.36
200 48.52 78.21 38.0% 0.0% 9.57 121.37
Concrete 300 42.27 78.12 45.9% 0.1% 11.58 186.10
400 50.50 78.00 35.5% 0.3% 13.19 589.37
500 54.68 78.13 30.1% 0.2% 12.85 2090.88
100 5.54 7.19 24.7% 2.3% 9.88 2940.74
200 5.84 NA 20.8% - 12.99 NA
Wine 300 6.39 NA 13.3% - 11.99 NA
400 6.39 NA 13.2% - 16.03 NA
500 6.05 NA 17.8% - 17.10 NA

Table 3.3: Objective function value and times of approximations

We show the comparison against all levels of the approximation on the Solubility dataset
in Figures 3.6 and 3.7. In Figure 3.6 we see that depth approximations of 50% or higher
perform comparably to UMOTEM and the true MIO in finding optimality, however once
approximations hit this level of depth their runtimes start increasing rapidly. In Figure 3.7,
we see similarly that as the sampling approximation level increases, so does the quality of
the solution found. However, very few sampling approximations scale up to a reasonable
sized forest, and those that do have a weaker performance than UMOTEM.

Figure 3.6: Solubility objective and runtimes of UMOTEM and the depth approx. by [32]
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Figure 3.7: Solubility objective and runtimes of UMOTEM and the sampling approx. by
[33]

jective Value

Obj

100 200 300 a0  s00 0 100 200 300
Number of Trees Number of Trees.

Finally, the structure of UMOTEM allows to extend the method and consider optimizing
over multiple depths at each iteration. As described at the end of Section 3.3.2, UMOTEM
could consider instead of one level rather two, three or more levels at each iteration. The
tradeoff created in this case is between optimality and runtime. As more depths are con-
sidered at each level of UMOTEM, the chances of optimality increases even further but at
the price of tractability which deteriorates. We plot this trade off in Figure 3.8 for the
wine dataset at 500 trees. For a zoomed version of the plot, please check Figure B.1 in
the Appendix. The wine dataset was selected because, as one of the more difficult datasets
for UMOTEM to optimize over, the trade-off with depth becomes clear. We have plotted
in black both UMOTEM at one depth (in the left side of the graph), which has the low-
est optimality achieved (at 7.5% optimality gap) but also fastest runtime, and the exact
MIO as found by Formulation (3.1) with Benders Decomposition (in the right corner of the
graph), which achieves optimality but with a longer runtime. In between, we plot instances
of UMOTEM that consider more depths at each iteration, showing the efficient frontier of
time/optimality for this forest. We observe that for depths less than 6, increasing the depth
has an impact on the optimality achieved without significantly affecting runtime. Never-
theless, after that (e.g. after depth of 6), the objective function value found continues to
improve until it reaches optimality, but runtime is impacted. It is also worth noting that
after depth 10, there is significant randomness in how long the algorithm takes, even though
all reach approximate optimality, which is why depths of UMOTEM 12, 14, 15, 18, 21 and
23 take longer than the exact MIO.

Figure 3.8: Wine, 500 trees: objective and runtimes of UMOTEM for different depth itera-
tions
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3.5.2 EV Case Study

In this section we return to the application from Chapter 2. Similar to Chapter 2, we work
directly with a large American EV manufacturer to create a deterministic forecast of driver
usage using a random forest and under this model, optimize the charging and discharging of
EVs.

The data we use to build the forecast of drivers is the same as Section 2.5. Specifically,
we pull deindentified telemetry data, which records the approximate location of the car, its
mode (if it is driving, parked, charging, etc.), and battery charge level. We randomly select
1,852 EV vehicles that made trips in January and February 2021 within a major American
city. Each row in the dataset represents one vehicle and one hour. Features for the dataset
include data and time features (day of week, date, hour), location (at county level), vehicle
information (make and model) and charge level. We also engineer lag features, such as if
the car was parked in the previous time step. We then split the data into training and
testing such that training is January 1, 2021 to February 15, 2021 and testing is February
16 to February 28, 2021. The training set is then used to create a model that forecasts the
distance in kilometers the car drives during the hour. Using this set of features, we train
several models, including two linear models, one neural network and two tree ensembles
models, and evaluate out-of-sample MAE. MAE is a measure of prediction error, such that
the lower the value the more accurate the model. MAE can be calculated as:

P

1

t=1

Where here P is the number of data points being evaluated, A; is the actual value of the
data point ¢t amd P, is the model’s prediction of data point t. We show the accuracy of the
models in Table 3.4

Model Out-of-sample MAE
Linear Regression 2.443
Ridge Regression 1.820
Multilayer Perceptron Neural Network 1.126
XGBoost 0.983
Random Forest 0.789

Table 3.4: Model out-of-sample MAE for distance driven (km)

The tree ensembles perform the strongest of the set, with the Random Forest having the
highest out-of-sample accuracy. We assume that if the vehicle’s forecasted driving is within
an epsilon of zero, then the car is parked, and more specifically parked in a location where it
could charge or discharge back to a residential building or the grid. This assumption is based
on discussions with industry experts from our collaborators who expect that by the time the
vehicle-to-grid market emerges, charging locations will be widely abundant. Furthermore,
industry experts are interested in sizing the potential of the market when, even if the car
is parked in a public lot, there is the option of discharging to the local buildings (such as a
driver’s office space, mall, grocery store, etc.).
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We optimize the charging and discharging of the EV in the testset using the random forest
forecast of the vehicle’s driving. In addition to the tree constraints required by the structure
of the Random Forest, there are several business constraints that must be accounted for to
create a reasonable charging/discharging policy. These constraints are very similar to those
in Formulation (2.5), however they are adapted to account for the nature of the Random
Forest prediction.

Due to the deterministic, point-prediction forecast of the model, we no longer need a
dynamic programming formulation. Instead we consider all timesteps of the testset at once.
Let G be the number of time-steps in the horizon, which we are optimizing over. Let variable
o4 represent if the car departs from the grid at time g, how far from full the car is. Given this,
we can create the objective function to be the sum across all time steps, of the monetary and
carbon benefit of charging/discharging, the penalty for departing less than full, the linear
benefit for using the vehicle and finally a penalty on the final time step to prevent end of
horizon sell off. All these pieces come directly from the logic discussed in Chapter 2. The
objective can be represented as follows:

G T
t t a
IE%Z( 2 :(52 : 2 : wtqg,pmsj + E :xavg (pg +)‘RT9)
9:1 t=1 jeLt N—— acA
predicted distance driven ~ — 4

monetary and carbon benefit

- /\maxog - )\maxxcharge level,G
N—— ~ ~~ 4
penalty for departing less than full final timestep penalty

Where a € {charge, V2G, V2H} represents the different decisions we can make, x,, repre-
sents the decision to charge/discharge at time g, py is the price at which we charge /discharge
and r, is the carbon impact of this decision.

This objective is subject to several constraints. Let 1), represent if the car is attached to
the grid at time g. We first need to ensure that if the prediction from the model is greater
than zero then v, is 0 and if the prediction from the model is 0 then, 1), is 1:

T
DD Wil ,555 < G (1= 1)

t=1 jeLt

T
Crnax Z Z thé,pj,jS;? Z 1— wg

t=1 jeLt

If the car is not attached to the grid (ie ¢, = 0), then the car cannot charge or discharge.
This means for all a € {charge, V2G, V2H}:

La,g S Cmax¢g

In order to penalize when the vehicle leaves the grid, we add variable ¢4. ¢, = 1 if the car
was attached at time g — 1 and is not attached at time g. By the nature of the penalties in
the objective, the optimization will try and force ¢, to be zero whenever possible. Therefore
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we only need to guarantee that if 1),y = 1 and ¢, = 0, then ¢, = 1. We enforce this through
constraint:

(bg Z %71 - %

We then add constraints so that o, = 0 unless the car departs at time g, in which case it
equals Cax — Teharge,g- Similar to ¢, the optimization will try to make o as small as possible:

Og S Cmax - xcharge,g + C’ma,x * (1 - (bg)
Og > Cmax — Tcharge,g — C’max * (1 - ¢g)
0g >0

We introduce variable Zcparge dgiff,g t0 Tepresent the amount the car’s battery changes at
time g. If the car is attached to the grid, then this amount is how much the car charges/dis-
charges:

Lcharge diff,g < Z La,g + Cmax (1 — wg)

a€A

Lcharge diff,g Z Z La,g — max ( @ng)

a€A

If the car is away from the grid, then this is the amount the car discharges from driving.
We make this value be the minimum of the amount the model predicts and the amount of
the charge in the battery. It is worth noting that the latter case is rare, but included to
hedge against noisy predictions:

Lcharge diff,g S § Sg + Cmax¢g

acA
Lcharge diff,g > E Sg - Crnaxwg
acA
Lcharge level,g — § E thgyp] g7 < Cmax (1 - ng)
t=1 jeLt
T
t t
—Zcharge level,g + E E wtq%pj?jsj S CmaxT/g
t=1 jelLt

Sg < Tcharge level,g + CmaX (1 - 779)

g > xcharge level,g — Cmax (1 o ng)

5’9 < Z Z wtqu ]St + Chax?g

t=1 jeLt
Sg 2 Z Z wtqg:pm i = Cinaxlg
t=1 jeLt
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We ensure that charge level in the next time step, is the charge level in this time step
minus however much has been discharged:

Lcharge level,g+1 = Lcharge level,g — Lcharge diff,g

Finally we ensure all the other properties of a reasonable policy discussed in Section 2.3.
Specifically we have that we cannot discharge more energy than what is in the car’s battery,
we cannot charge and discharge at the same time, we cannot discharge below some minimum
charge level C;,, we cannot charge above the battery’s max level Cy,. and that there is a
maximum charging/discharging rate X

max"*

TvoH,g + IvV2G,g S Tcharge level,gs
charge
zchargag Z _Xmax (1 - ’f’g) )

Tvom,g + Tvaa,y < XvoXmaxTgs

C1mi][17’g S Tcharge level,g — § La,g
acA

Tcharge level,g — § La,g S CmaX7
a€A

Tv2H,g, TV2G,g > Oa

Tcharge,g S Oa

rqe € {0,1}.

These constraints can be added to Formulation (B.2) to create the exact MIO, which
we then approximate using UMOTEM. Unfortunately, Formulation (B.2) does not scale to
the size and business constraints of this scenario. In addition to the significant business
constraints which are necessary to make a reasonable policy, the optimization is also run
overall time steps in the horizon. This means that to run this optimization for every hour in
just a day, it would require 24 forests to be embedded into the optimization. This means that
we do not have the exact MIO to compare to the optimality of solution found to. Instead we
compare to two other policies. First we compare to what is happening in the original policy.
This would be if the discharging market doesn’t exist, and cars only charged up when the
car attached to the grid. We also compare against a policy proposed by [14]. This policy
does not model what drivers are going to do, but instead assumes that all cars depart from
the grid at 8AM, return to the grid at 5PM and use 34.1% of its battery when the car is
away. This is a reasonable benchmark because it shows us what the market size estimates
would be with conservative estimates of driver behavior rather than granular forecasting.

In Table 3.5 we compare the three policies using two metrics. We first show what the
expected dollar savings would be when averaged across all 1,852 drivers in the 12 day test
set. We then compare the policies regarding to the CO2 consumed/saved from using each
policy.

We see that under the original policy drivers would have spent $23.9 charging their car
over the 12 day test set. While [14] gives improvement over this baseline, using UMOTEM
savings can be as high as $17.2, a $41.1 improvement over baseline. In terms of CO2 benefit,
we see that under the original policy, drivers would have consumed 0.15 tons of CO2, but
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Policy Monetary Benefit (§) Carbon Benefit (tons of CO2)

Original -23.90 -0.15
Policy from [14] -0.80 -0.02
UMOTEM 17.20 0.11

Table 3.5: Model out-of-sample MAE for distance driven (km)

with UMOTEM the market is estimated to save 0.11 tons of CO2. This is 0.26 tons of CO2
saved over baseline in just two weeks, which translates to 667 miles driven by a gas powered
car, 3.3% of a home’s annual energy consumption or 4.3 trees grown for 10 years.

3.5.3 Retail Case Study

While in Section 3.5.1, we applied UMOTEM on general machine learning datasets, in this
section we discuss an application in fashion promotions. We work with Oracle Retail to
test our optimization process to improve a retailer’s existing promotion schedule. We start
by describing the underlying fashion data and the predictive Random Forest, before then
applying UMOTEM to optimize promotions.

We worked directly with Oracle Retail to optimize promotions for a large American fash-
ion retailer which caters to young men and women. The retailer has 550+ stores across the
United States and Puerto Rico, with total revenue over $1.5 billion a year. The transaction
data we use was collected over 106 weeks from four stores in Utah for sales around women’s
tops. Each transaction is associated with a store location, item ID, date of purchase, regular
price of the item, and the price that was paid. The item identification also has a product
hierarchy associated with it that provides style and color. To prevent biases from sparsity,
we aggregate data to the store level across customers, week level across days and product
class across different styles and color. In addition we supplement this data with demographic
and market data. Specifically for each store we add census data on the age, race and gen-
der of the population in the area. For each week, we add the SP Retail Select Industry
Index, which represents companies in the retail segment of industry and the stock price of
the fashion retailer itself. This was intended to represent market trends regarding general
retail spending and attitudes towards the fashion company. To this data we also engineered
several lag and seasonal trend variables to represent how price around the item had changed
over time.

For this dataset we use the first 85 weeks as training, on which we build a random
forest model to predict sales. The random forest has 200 trees, with a max depth of 20
and minimum leaf size of 10 data points. The random forest was built using the package
DecisionTree in Julia. We evaluate the random forest model using WMAPE, a weighted

measure of prediction error. The weight of each prediction error depends on the volume of
demand, and the lower the score the better. WMAPE is calculated as follows: WMAPE =

ﬁ Zszl Ay ‘AkA_k P ‘, where for a dataset of K points, vector A represents the actual

demand and P the predicted demand. Predictions are aggregated up to product class to
calculate WMAPE. We compare the random forest both to the baseline and customer trends
model presented in [58]. The baseline model had an out-of-sample WMAPE of 0.4322 and
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the customer trends model had a WMAPE of 0.3636. By comparison, the random forest for
the same data had a WMAPE of 0.3465, a 19.8% improvement over baseline and a 4.7%
improvement over the customer trends model.

We then optimize the promotion schedule, for a single item and store over the weeks of
the promotion horizon, using UMOTEM and the trained random forest to maximize revenue
over the time horizon, and compare the new policy to the fashion retailer’s current policy.
We are also subject to a few business constraints, which require the optimization formulation
to have the flexibility to include non-parallel (or hyperplane) constraints. Therefore we base
the formulation of UMOTEM for this section on Formulation (B.2). The promotions offered
must be part of a set of permissible discounts, referred to as the discount ladder, R. There
is also a limit on the maximum number of discounts that can be offered over the horizon.

In order to formulate this, let there be G time-steps in the schedule’s horizon. Here
the promotion horizon is the out-of-sample test set of 21 weeks. The objective, which is to
maximize revenue generated by an item, can be represented as follows:

G T
t St
H;ZZX wtq%pj i TgRegular Price g,Discount
’ N——— -

~
predicted sales  Price paid after discount

where z, is the feature vector of the item at time g and the function S is the random forest’s
demand prediction for leaf j. The binary variable ¢ is now also indexed by time step g to
represent whether feature vector z, ends up in leaf j. While the item’s regular price is not a
decision variable and can be replaced by a constant, the item’s discount is the main decision
variable, so we linearize by introducing binary variable ,uzmj to represent if discount r € R is
offered at time g and if 2, lands in leaf j of tree t. . ; = 1 if both of these things are true
and 0 otherwise. Then the objective function becomes where p is a constant to represent the
item’s regular price: max, ,, P 25:1 S er T S Wy > jert Sillg -

All the normal constraints of the tree from Formulation (B.2) are also enforced, but we
have the following additional constraints. First the discount of the item must be from the
discount ladder. We introduce binary variable ay, which will be 1 if at time g, discount
r is offered, Z4piscount = ETGR rag, and at each time step, one discount can be offered
ZTER Qg,r = L

Next, if ¢ indicates that x, does not fall into leaf j, then so must p: Y7 o ptf,,; < qg’pj’j.

If a indicates that x4, does not have discount r, then so must pu: “g,r,j < g,

For each time step g, x, falls into one of the leaves of tree ¢t and have a discount from
the discount ladder (one of the options being no discount): > x> et pl ;= 1. Finally
to restrict that there are at most R,., discounts offered over the time horizon, we have:

a
Zg:l ZT‘ER Qg,r S Rmax'

These constraints and the objective can be added in to Formulation (B.2) to form the
exact MIO that we are optimizing or into UMOTEM for the approximation. Similar to the
previous section, the exact MIO does not scale to this size, creating the need for approxi-
mations like UMOTEM. This is because rather than optimizing over just one ensemble tree
model, the formulation requires optimizing over G, here 21, ensemble tree models at the
same time so that cross time period effects can be taken into account (for example effects
of discount changes on lag variables or constraints on the maximum promotions offered over
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the time horizon). In an environment where optimizing over a single ensemble tree model
is a challenge, optimizing over multiple at the same time becomes a significant issue. We
only have UMOTEM’s optimal promotion schedule to compare with the retailer’s promotion
strategy. To see the impact of UMOTEM’s optimized promotion policy, we compare three
different policies: the retailer’s original policy, the optimized promotions from UMOTEM
where there isn’t a restriction on the maximum number of promotions (the maximum num-
ber of promotions equals the time horizon) and the optimized promotions from UMOTEM
where promotions can only be offered half of the time (the maximum number of promotions
equals half of the time horizon). For each of these policies, we evaluate the prediction of
the random forest for the expected revenue. The results are shown in Figure 3.9 and can be
summarised as follows:

e The predicted revenue from the random forest for the retailer’s policy is 9.22M. This
is often done through large discounts that drive up sales but can undercut revenue
generated. Under the retailers original policy, the average customer only paid 65% of
regular price on their fashion items. All other policies will be compared to this one.

e The predicted revenue under the optimized policy when there isn’t a restriction on the
number of promotions is 10.43M. This exhibits a 13.2% improvement over the retailer’s
policy. This policy consists of less discounts offered, so as to not undermine the overall
revenue. We see that using UMOTEM, even though it is an approximation of the exact
MIO, still shows improvement in terms of revenue performance. In this setting, where
the exact MIO is not tractable on the data and scale of the problem, UMOTEM can
direct the retailer to more optimal policies.

e The predicted revenue under the optimized policy when the maximum number of pro-
motions for an item is restricted to half the time horizon is 10.35M. This exhibits
a 12.2% improvement over the baseline. We see there isn’t a strong impact on the
optimal revenue from a stronger restriction on the number of promotions. This is
because the policy found by UMOTEM both in this scenario and in the one where
there is no maximum restriction, both use promotions sparingly for maximum impact.
This results in a policy where strong sales are still generated but the discounts do not
undercut the revenue generated.

Figure 3.9: Revenues for different promotion policies

Original Policy $9.22M

Optimized Policy (Rmax = G) $10.43M

Optimized Policy (Rmax = 0.5*G) $10.35M

5,000,000 10,000,000
Revenue
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3.6 Conclusions

Through this work we have proposed a new approximation for optimizing along tree ensemble
models. While vast amounts of data availability have allowed for dramatic improvement and
sophistication in forecasting models, the exact way they are incorporated into optimization
methods is an area of interest. In the case of tree ensemble models, there have been several
formulations which maximize an objective function dependent on their output. However
most of these proposed works face tractability concerns, because they include exponentially
growing binary variables. There are also proposed approximations of these formulations
but very few address the exponential growth in binary variables, or if they do, they still
fail to provide theoretical guarantees on the quality of the approximation. By comparison,
in this work we have done both. We introduce UMOTEM, an Upper Bounding Method
for Optimizing over Tree Ensemble Methods. We demonstrate that UMOTEM has linearly-
growing binary variables. We also show analytically the expected optimality gap and describe
under what scenarios the approximation method is expected to do well, namely when the in-
sample error is small or the separation between payoffs is large. Finally, we show UMOTEM
performs well in practice on several publicly available machine learning datasets, an EV case
study and a retail case study.
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Chapter 4

COVID-19: A Multiwave SIR Based
Model for Learning Waves

4.1 Introduction

COVID-19 is an infectious disease caused by acute respiratory syndrome (SARS-CoV-2) [59].
Although the disease was first identified in 2019 in Wuhan, Central China, since then, it has
quickly spread globally, resulting in an international health crisis, also often referred to as the
2019-20 coronavirus pandemic ([60], [61]). A major contributor to the rapid spread of the
disease in 2020 was the combination of limited testing resources, an un-quantified proportion
of asymptomatic cases ([62]), and the lack of a vaccine or specific antiviral treatment. On
January 21, 2020 the United States identified its first confirmed case of COVID-19 ([63]) and
since then, the disease has spread rapidly through the country resulting in major economic
and social change. This has included but is not limited to, nearly 442,000 dead in just the
United States as of February 1, 2021, massive unemployment, reaching as high as 14.7% in
April 2020 ([64]), a decrease in GDP of 31.7% for the second quarter of 2020 ([65]), and
massive societal change as nearly 42% of the United States’ labor shifted to work from home
([66]).

A significant driver of this economic and social change has been the lack of widespread
pharmaceutical interventions that would slow the spread of the disease. Even as vaccines are
being administered across the country, most states have prioritized healthcare professionals,
high risk civilians and essential workers. As such, government, companies and leaders have
had to turn to other prevention measures to slow the disease among the larger population.
Methods for intervention have included social distancing, work from home mandates, limits
on the size of public gatherings and mask requirements. These interventions proved effective
at first, curbing the first wave of COVID-19 cases in April 2020. However when many of these
measures were rolled back and people grew tired of quarantine practices in late spring and
early summer of 2020, cases surged in a second, significantly larger wave. This pattern was
repeated again in the fall and winter of 2020, as the return of students to school combined
with the many end of year holidays created a massive spike in cases at the end of the year.
This spike continued to drive higher with each successive winter holiday, Thanksgiving,
Christmas and New Years, until January 8th, when the wave reached its height ([67]). This
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has been particularly challenging because the traditional epidemiology SIR model, upon
which most of the modelling efforts have been based, only captures single waves.

For COVID-19 and for many other epidemics, modelling a single wave will not be able to
capture the nature of the disease. The problem is further complicated by the many different
possible drivers of waves (e.g. behavioral changes, medical practices, disease evolution). In
practice it will often be impractical to try and capture all the different drivers that could
affect changes on the epidemic through data. For example, if it seems like a new wave is
starting, is this wave driven by behavior changes, such as people becoming more social? Have
people’s willingness to comply with mask mandates or social distancing changed? Is it due
to changes in temperature or environment that’s making the disease more infectious? Is it
due to a new variant of the disease emerging? Some of these features can be incorporated in
the model (e.g. mobility, temperature) but others are hard to quantify on a timely basis (e.g.
new variants, compliance with restrictions). Furthermore, to incorporate all features that
could possibly affect the disease will create a model that is first, difficult to learn parameters
for, and second, hard to generalize as the model will only be applicable to the epidemic it is
built for.

In this chapter, originally published in 2021, we propose a highly generalizable extension
on the Susceptible-Infected-Recovered or SIR-based model (SIR and its many additional
compartment extensions, such as the SIRD, SEIR and SIRS) which allows the traditional
epidemiology models to accurately identify and capture multiple waves. The model’s ability
to detect new waves isn’t dependent on expert advice to know key drivers of infections or
data availability of these drivers. We show that in cases where changes in the nature of the
epidemic have resulted in multiple waves, our model is able to appropriately identify and
characterize these multiple waves. We then describe an algorithm that is able to learn the
multiwave SIR model and prove that the algorithm will identify a change in infection rate
and characterize how quickly the identification will occur. Finally, we show experimentally
how the multiwave model allows for higher predictive accuracy and conclude with how this
work can improve operations and supply chain management during a pandemic.

4.2 Contributions

Our main contribution through this work is introducing a multiwave SIR model and es-
tablishing guarantees on the rate of learning. Furthermore, we demonstrate significant im-
provements in forecasting of the COVID-19 pandemic for the different states in the US. We
summarise our contributions as follows:

e We introduce the multiwave SIR-based Models: We develop a SIR-based model
that is able to account for multiple waves regardless of the waves’ drivers. The model is
driven by the reality of multiple waves in cases experienced by many states across the
United States and the world and investigates an area of SIR epidemiological modelling
that has been largely under-explored.

e We propose an algorithm to learn the model from data: We introduce a
dynamic method for learning the waves of an epidemic that requires no priors on the
number of waves in the data or the infection/recovery rate of each wave, that would
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have been hard to know in advance. The algorithm combines traditional probabilistic
methods for learning SIR models with a martingale framework for detecting change
points in data streams. The proposed algorithm is fast, scalable and works with live
data streams.

e We give theoretical guarantees on how fast we can detect new waves: We
leverage the martingale framework to create bounds on how fast we expect to detect a
new wave of an epidemic. The bound is dependent on the parameters of the model, the
population size and difference in infection rates between subsequent waves. Specifically
for the parameters we use when modelling COVID-19, we show that we expect to flag
a new wave within half of a week.

e We show strong computational results on COVID-19 data: We show how the
multiwave model is able to create significant improvement in terms of forecasted in-
fection accuracy. We describe how this multiwave SIR model can be adapted into a
multiwave SEIRD (Susceptible-Exposed-Infected-Recovered-Dead) model and outper-
form the original SEIRD in in-sample fit and out-of-sample accuracy. We demonstrate
that this performance is comparable with top COVID-19 forecasting models used by
the CDC. The SEIRD model is used because of its wider popularity. Furthermore, it
is more expressive because of larger number of compartments in the model.

4.3 Literature Review

Since the onset of COVID-19 pandemic, there has been a renewed interest in the modeling
and analysis of epidemiological models in the operations community. Since in the current
chapter we consider both predictive and prescriptive problems based on epidemiological
models, we briefly discuss relevant studies from both aspects in what follows.

The SIR epidemic model forms the basis the multiwave modeling used in the current
chapter. It is a compartmental epidemiological model that was first used by [68]. Compart-
mental models consider mathematical modeling of infectious diseases in which the overall
population is divided into different compartments, for example, Susceptible, Infectious and
Recovered (SIR). Differential equations are then used to model the transition of the pop-
ulation from one compartment to another. Since its introduction, the SIR compartmental
model has been extended and analyzed in various forms. One such extension known as the
SEIRD model considers further compartmentalization of the population into two extra com-
partments of the exposed (E) and the deceased (D) population. Various other extensions
have been considered and we refer the interested readers to [69] for a detailed discussion.

Compartmental epidemiological models crucially rely on important model parameters
such as infection rate, transmission rate and others. Very few studies focus on the problem
of estimating these parameters from data. [70] consider the problem of identification and es-
timation of the SIR model parameters and develop algorithms to estimate model parameters
using a least-squares methodology. Similarly, [71] proposes a robust parameter estimation
technique that uses goodness of fit on out-of-sample data to estimate the SIR model param-
eters. Others like [72] use media coverage to augment the SIR model and then show how
to estimate different model parameters. More recently [73] analyze the limits of SIR model

87



parameter estimation and in-turn prove that no unbiased estimator can provide accurate es-
timates of the model parameter until observing enough of the pandemic. The current work
is complimentary to these studies since it focuses on understanding how to model and detect
multiple waves of a pandemic.

The chapter is also related to change point detection in the context of epidemiological
models. Change point detection is a widely studied topic in varied fields including statis-
tics, finance and most recently in operations and demand forecasting. For a brief overview
of the various applications and techniques used for change point detection, we refer the
interested readers to the survey paper by [74]. Our approach most closely resembles that
of probabilistic methods where the central assumption is that the sequence of observations
may be divided into non-overlapping state partitions, and the data from each partition is
sampled i.i.d from an underlying distribution (adams2007bayesian). [75] consider a general
time series process with a change point that needs to be detected and recover mini-max
and Bayesian formulations and guarantees for how fast the wave can be detected. While
similar in spirit, the authors’ model differs from the model of the current chapter in multiple
ways. First, they consider a Bayesian framework where the change point itself has a prior
distribution. Second, and more importantly, the authors assume that the observations are
1.7.d. and the distribution parameters shifts after the change point. Contrasting this to the
current chapter, the observations in our case are cases (deaths) which are not i.i.d. because
of the underlying compartmental model that governs the dynamics of the system. As such
the analysis depends on carefully modeling a martingale process from the observed cases
(deaths) that is then analyzed using large deviations theory.  Since the current chapter
focuses on an epidemiological application, we discuss the relevant papers in this application
domain in more detail. [76] consider the problem of estimating not just the start, but also
the end of a pandemic using change point detection methods. Since they still focus on a
single wave, our work differs considerably from theirs. More recently, [77] focus on detecting
multiple waves of a pandemic using a Bayesian Poisson segmented regression model. While
our work and theirs both focus on being able to flag change points in the pandemic and then
training SIR parameters that only vary at the change point, the method of detection differs
greatly. Specifically, [77] detect waves all at once, resulting in a process that requires knowl-
edge of subsequent waves in order to characterize and model a specific wave. Our method
models waves in sequential fashion that allows for wave detection in real-time. Similarly,
[78] show how to estimate change points in a pandemic in the presence of noisy observations.
The chapter uses a log-likelihood method along with modeling of a background parameter
to estimate change points in the epidemic. We set ourselves apart from these works, first by
proposing a real-time method of detecting when a wave is occurring by tracking when the
predictive power of the SIR model suddenly deteriorates and proving theoretically we will
be able to detect a new wave within approximately half of a week.

There have been a considerable effort from the research community to analyze the disease
evolution of the COVID-19 pandemic. See for example, [79]-[85], amongst various others.
These studies aim at developing both analytical as well as data-driven tools to understand
the pandemic. [86] provides a brief overview of machine learning based studies for prediction.
Nevertheless, none of these studies focus on developing analytical tools for analyzing multiple
waves of the pandemic, the focus of the current work. Recent works have also focused on
modeling multiple waves of the pandemic using compartmental models. [87] consider a
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multiwave SIR model that extends the SIR model proposed by the same authors. The
model captures the effect of lock-downs by incorporating a time changing parameter in the
underlying model that causes the number of infections to go down once a lock-down is
imposed. More generally, [88] consider a Bayesian Hierarchical Model to infer the effect of
different interventions on the number of infections over time. Similarly [89] also focus on
known changes in model parameters related to known interventions that drive changes in
the pandemic case counts. Finally, [90] use wavelet theory and machine learning to directly
fit wavelet models to estimate cases. All the aforementioned studies assume that the time
of the change in parameters is known and is not learnt from the data. We focus on the
case when the parameters of the underlying model shift, but not necessarily due to known
interventions. Hence, our estimation problem becomes considerably harder. Furthermore,
we also provide analytical guarantees on the learning rate of the change point, providing
analytical justification to the modeling framework.

Researchers have also focused on empirically quantfying the effect of different interven-
tions on the spread of the pandemic. For example, [91] quantify the impact of mobility
restriction in Wuhan on the containment and delay in the spread of the virus, [92] focus on
the effect of the shelter in place order in California, and [93] discuss the role of diffusion on
an individual’s ability to self isolate and find that income and internet access are correlated
with an individuals ability to self isolate. Similarly, [94] provide evidence on the drivers of
the early US pandemic using a compartmental model and find that the main drivers are
population density and static characteristics of the state. Others, such as [88] consider a
renewal process to model the number of infected individuals and consider six different levels
of intervention which directly impact the reproduction number in the SIR models. While the
above cited studies focus on measuring the effect of specific interventions on the spread of
the pandemic, the current work focuses on the estimation of general shifts that are agnostic
to what could be driving that change, regardless of whether it is changes in government
intervention, mobility or new variant.

Finally, there has also been a considerable upsurge in operations management related
prescriptive studies related to the COVID-19 pandemic. For example, [95] focus on optimal
allocation of vaccines with limited supply. In contrast, [96] focuses on developing optimal
targeted lockdown policies to control the spread of disease in a population. [97] creates a
decision support tool for both governments and individuals to aid in various decision making
problems during the pandemic. Finally, [98] study the impact of COVID-19 on supply
chain credit risk. Similarly, [99] study the impact of the pandemic of gig economy and find
substantial differential impact of the pandemic across different groups. Furthermore, [100]
focus on finding the impact of government interventions on the spread of the pandemic.
The current chapter instead focuses on the problem of optimally allocating testing capacity
over different time periods to maximize detection of the virus amongst different population
groups: symptomatic, asymptomatic and contact-tracing.
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4.4 A Multiwave SIR-based Model

4.4.1 Intuition and Model Preliminaries:

We first describe the original SIR model upon which we are building the proposed multiwave
model. We then describe the 2-wave SIR model and finally, discuss the multiwave SIR model.
Compartmental epidemiology models, such as the original SIR model, are based on the idea
that a given population experiencing an epidemic can be grouped into sub-groups or com-
partments that can be then used to characterize the spread of the disease. The original SIR
model [68] has three such compartments: susceptible, infected and recovered. People move
from being susceptible (S) to the epidemic, to becoming infected (I) and finally recovering
(R), hence the name SIR. The order of the letters in the name often indicate the flow of
the population through the compartments. Because the entire population is split into these
compartments the size of the total population can be found by summing the size of each
individual compartment. The SIR is considered the simplest of the compartmental epidemi-
ology models, but most of the extensions are based on this foundation. A few examples of
popular extensions include accounting for populations that deceased rather than recovered
(SIRD), instances where people lose immunity and move from recovered to susceptible again
(SIRS) and a compartment for people exposed to the disease but not yet infectious (SEIR).
Movement between compartments in the SIR model is determined by the size of each com-
partment and two parameters, the infection rate § and recovery rate . The SIR model is
governed by 3 equations, where at time ¢, S; is the size of the susceptible population, I; is
the size of the infected population, R; is the size of the recovered population and N is the
total population (N = S; + I, + Ry):

S, 1, S, T
B]\;t> It—l-l:It“f‘ﬁ al

St+1 =5 — — 1, Rt+1 = vl (4-1)

By the nature of these equations, the original SIR model assumes that once the infected
population has started to decline, it will not increase again. N, § and ~ are constants
and because the differential of the susceptible population is non-positive the susceptible
population will never get bigger. Therefore, if the infected population has started to decline,
indicating that B—ff[ — I < 0 then as the size of the susceptible population continues to fall,
% will only continue to get smaller ensuring that the differential of the infected population
remains negative. This suggests that the traditional SIR model will always predict that once
a single wave has occurred, the disease will die out. Unfortunately, a single wave has not
been the case in most regions around the United States and in many other countries.

In the 2-wave SIR model we start with the original SIR model. However, in this new
model, there is a time T, when wave 1 ends and wave 2 starts, where the infection and
recovery rates change from [; and ~; to 82 and .. As we discuss in Section 3, our algorithm
learns when this time 737 occurs. The number of individuals in each compartment remains
the same, but at time 7} 41 the system is characterized by new parameters, 35 and ~,. Thus
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the 2-wave model can be characterized by the following 3 equations:
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Intuitively, T7 can be thought of as the time of the onset of the second wave. At time T,
some behavior about the population has changed resulting in a different rate of infection or
recovery and we re-calibrate the model accordingly. For example, in states where government
restrictions were lifted resulting in a second wave, 3; would represent the infection rate when
government measures were in place, T} would correspond with the lifting of restriction and
B would be the unconstrained rate of disease spread.

While we showed previously that the original SIR model is unable to model multiple
waves, this model will be flexible enough to capture two waves. If time 77 falls after the first
peak, then even when % — v < 0 as it would be after the first peak, as long as neither
the susceptible nor infected populations are zero, either 8, and 5 can make the differential
positive again. In this case the model will predict two waves for the infection.

When we consider a single change point 7} then the model will consider, at most, two
waves. However we can extend the model to multiple waves by considering multiple change
points. If we wish to model n waves, we can consider change points, 11,75, ..., T;_1, and
corresponding parameters (31,71, 82, Vo, .., Bn, Vn- We will discuss in Section 4.4.3 how to
determine the number of waves dynamically as the disease evolves.

There are two parts to learning the parameters of the multiwave SIR model. One, we
need to detect the change points, 71, T5, ... in order to segment the epidemic into waves. Two,
for each wave, we need to learn the parameters for the SIR model. We propose a dynamic
approach to learning both the change points and the infection/recovery rates. We assume
in our training data we have for daily information on, i(t), the number of new cases, and
(), the number of recovered cases on each day ¢. Given this data, we calculate the starting
condition of the wave, either from the initial conditions of the epidemic or the end conditions
of the previously modeled wave. Using the initial conditions and the data up to day t, we
learn the “best” parameters for the wave happening. Then, based on these parameters, we
evaluate whether a change point has occurred, indicating a new wave has started. If a new
wave has not happened then we move on to the next day, updating our assessment of the
parameters. If a new wave has started we record the population compartments on day ¢ as
the initial conditions of the new wave.

4.4.2 SIR Parameters

For a given wave n, the parameters are only dependent on the initial conditions of the wave
(number of susceptible, infected and recovered at the start of the wave) and data recorded
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during the wave. We don’t need to know any information about the subsequent waves to
learn these parameters. At the start of an epidemic, we can learn the first wave parameters
directly from the data on new infection/recoveries. For each wave thereafter, training occurs
sequentially. We use the learned parameters to help detect new waves and if a new wave is
flagged, we use the end conditions of the wave we are in as the initial conditions of the new
wave so that we can learn the new wave’s parameters.

For the single wave model, it has been shown that learning the infection rate and re-
covery rate can occur quickly. The number of new infections/recovered can be modelled
as a Poisson distribution and can be solved for directly using initial conditions and data
(li2018parameter). Consider wave n that starts at time 7,,_; and ends at time 7T,, and assume
the n—1 previous waves have been modelled. Then we would have already modelled the initial
conditions, Sz, , and Ir, , and previous literature (li2018parameter, hong2020estimation)
shows that we can estimate the paramters of wave n as:

N Z?ET _ Z<t> R ﬁT _ r(t)
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Nevertheless, the estimation process does not always produce the most accurate results in
practice, so the estimates for Bfl and 4. need to be further optimized. As a result, we use
the above as a warm start in a maximum likelihood estimation procedure. Note that we do
not need any information on future waves to estimate the parameters of the current wave.

4.4.3 Change points

Before discussing change points, it is worth first explicitly defining what a “wave” is. For
the sake of our model we will define a wave as a section of time when the dynamics of the
epidemic are relatively stable such that constant parameters in the SIR model are able to
describe the spread of the disease. This means that the errors of a well tuned SIR model
should just be noise, without a trend to them. A new wave is said to have happened when
the dynamics of the underlying epidemic have changed such that the trained parameters are
no longer able to describe the epidemic. The key to wave detection then becomes identifying
when the errors of the model are no longer just noise but rather represent a shift in the
underlying infection rate. To accomplish this, we apply a martingale framework in time-
varying data streams (ho2005martingale) to the infection/recovery rate of the SIR model.
In particular, the approach follows three key steps:

1. First we define an error score per time period (Z;) based on weighted error in predictions
to estimate how strange or unusual a data point is.

2. Using these error scores over a time scale, we define a p-value (p;) that undergoes a
distributional shift, whenever there is a change point in the underlying time series.
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3. Finally, using the p-values, we define a martingale sequence and use a threshold test
to check if the martingale has shifted away significantly. This threshold test is used to
flag a new wave in the time series.

We note that while similar in spirit, the approach differs considerably from existing change
point detection methods. Whereas most change point papers assume access to a stream of
observations that are sampled i.i.d (see for example, [75], [101]-[103]), the observations in the
current chapter are COVID-19 cases (deaths) which are not i.i.d. because of the underlying
compartmental model that governs the dynamics of the system. As such the analysis depends
on carefully modeling a martingale process from the observed cases (deaths) that is then
analyzed using large deviations theory.

Error scores: First, we consider how the model looks when a new wave has not started.
Let us assume again that waves 1...n — 1 have been modeled, and we are considering wave
n which begins on day T,,_; and ends on day 7},. On each day t € [T,,_1,T,], we calculate
our best estimate of wave n’s infection rate, BﬁL and predict our estimate of the number of
B%Szft
N

I

new infections, i, = . We can use the weighted error on this prediction, Z;, = N
to understand how strange or unusual a new data point is. During the same wave, these
errors should be identically distributed. Intuitively, this is because as long as we have a
good estimate of the infection rate, the data points are all part of the same wave and after
we weight to account for changing susceptible/infection levels, we have no prior on any
days being more or less prone to error. We make the following technical assumption on the
estimation error of the individual wave parameters, to quantify the effect of estimation error
on time to detect waves.

Let Bfl denote the estimate of the infection rate of the underlying wave n at time step t.
Then, 36 > 0 such that

)
VST

where S; and I; denote the susceptible and infected population at time ¢. The assumption
above ensures that the error in the estimation of the wave parameters are bounded as a func-
tion of the compartmental model parameters, S; and I;. § is the estimation error parameter
that is large when the estimation of the underlying infection rate is not accurate and small
otherwise. Note that we only assume the existence of such § but not its knowledge for the
proposed change point detection method to work.

We show next that the error scores constructed above follow an important property: they
are exchangeable within a wave. That is, they are i.i.d. Note that the same does not hold
for the observed sequence of cases (deaths).

The weighted sequence of errors within the same wave,

Vn is exchangeable, i.e. the joint distribution p(Zr, ,,..., Z1,) does not change under any
permutation of the indexes. Proof: See Appendix C.1.
We call this sequence of errors the strangeness scores of the data points.
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Exchangeability of the strangeness scores no longer holds true when a new wave has
begun. Let us consider the days 7,1 to T, 11 where a new wave begins at time 7;,. Then
the error between T),_; and 7,, will be exchangeable, but this won’t be true after T,,. We
expect the error to go up because the infection rate has changed and we will be using the
infection rate from wave n to model what’s happening in wave n + 1. Thus we can test
whether a new wave has started by checking exchangeability, which consists largely of two
steps (vovk2003testing). First we calculate a p-value measuring the proportion of previous
instances that had errors equal to or bigger than the current data point.

Calculating p-values and defining a martingale sequence: Let p; be defined as the
following:

> 1
u=Tp_1 ~Zu>Zt
t— Tn—l

As long as the underlying error remains exchangeable, then p; is distributed uniformly in
[0, 1] (vovk2003testing). However when the next wave hits, we expect p; to drop closer to 0
for a while, on account of larger estimation error.

The key then becomes determining when p; is no longer uniformly distributed. We do
this by creating a martingale M;, using a sensitivity parameter s

(4.5)

bt =

Mt = H #p(—s) exp(—spu) (46)
u=Tn_1
where the martingale is initialized at some value, My. It is worth noting that M, =
Mt—I#I,(_s,) exp(—sp;). First this shows that it is not necessary to store the entire his-
tory of p;. Second, it helps demonstrate that as long as p; is uniformly distributed, M, is a
martingale because,

E[M|M; 1] = My E exp(—spy) | = Mi—1 .

1 —exp(—s)
As long as p; is uniformly distributed, we expect M; to remain around M,. However, when
py drops, M, will rapidly grow signaling a wave has occurred. In general the only selection
requirement for s is that it must be positive, but the larger s is, the more sensitive M; is to
changes in infection rate. In our experiments we have found s = 2.1 is a reasonable value
for this parameter allowing the model to be sensitive to wave changes without overflagging.

We use a threshold test in order to determine when M; has deviated significantly far away
from M, (ho2005martingale, vovk2003testing). Note that to ensure that the martingale is
not too sensitive with respect to initial estimates of the parameters, whenever M; drops below
1, we reset the strangeness scores and martingale. We set a threshold, A\ > M, and next
define the concept of A-detectable waves. [A-Detectable Waves| Let M; be the martingale
sequence defined as before. Then, a wave is A-detectable if there exists some time ¢ within
the length of the wave, such that M; > A.

Notice that if M; > A, then we have detected a new wave and we reset the martingale and
strangeness scores, and begin learning the parameters of the new wave. The challenge is to
determine values for A\ that are large enough that we are not overly sensitive to white noise
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but small enough so that we can quickly identify new waves, without missing anything. In
the following sections we will characterize the expected time that it takes for this approach
of using martingales to identify new waves based on the relationship between s, A\, M, and
the other attributes of the epidemic.

4.5 Finite Sample Guarantees: how fast do we detect
a new wave?

In this section we discuss the expected time it takes to flag a A-detectable wave in the
model. We start by first demonstrating that when a new wave hits, the martingale, M,
becomes a submartingale and characterize the rate of growth of the submartingale. We then
use the growth rate along with optional stopping theorem to prove bounds on the expected
detection time. For the rest of this section, we will focus on the case when a new wave results
in increasing daily new cases. This assumption is only made for analytical tractability and we
note that the multiwave model works for all new waves. Furthermore, it is in this situation
when the number of cases are going up that rapid wave detection is most relevant.

Let us say that wave n + 1 has just kicked off but the model has not flagged it yet. This
means that the martingale would be still considering all the data from wave n, which went
from time T, 1 to T,,, along with all the data from the new wave.

When the n + 1 wave hits at T},, M, becomes a submartingale. This is because when a
new wave occurs, p; is no longer uniform. The model will still be making predictions based
on wave n, but the new infections will be driven by the parameters of wave n + 1. This
will result in higher strangeness scores, Z;, which are the weighted difference between the
predicted and actual new infections, causing p; to skew closer to 0. When this happens,

E #p(fs) exp(—spt)} > 1, causing M; to become a submartingale. M; will be expected

to grow until it hits A\, flagging a new wave. Theorem 4.5 introduces a lower bound on the
growth rate of the submartingale which we use to estimate how long it will take M, to hit
the threshold.

Consider a A-detectable wave that starts at T,,, and assume submartingale, M, < A
for t > T,, so that a wave n + 1 has occurred but a new wave has not been flagged
yet. Let s be the martingale’s sensitivity parameter, (3, represent the infection param-
eter of wave n and S, I;, and N be the susceptible, infected and total populations re-
spectively. Then the submartingale’s expected growth on day t can be bounded as:

E[M,|M, ) >

- (Bn—=Brnirl-—22)" o |
o (o (Ve (Tt ) <09)) e

M, _ 1 0.5~ i =

=t 1 —exp(—s) < e Ty —Th )

Proof: See Appendix C.1. Theorem 4.5 shows that the growth rate is largest for days
right after a change point has happened. It is here, when ¢ is small and the martingale is
growing the fastest, that we are most likely to detect the new wave. The farther t gets, the
smaller the growth rate of the martingale becomes.
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Given that the wave is just starting, Theorem 4.5 shows us that beyond the model pa-
rameters, the speed at which M; grows is largely dependent on (1) the proportional difference
between the infection rates of wave n and n+ 1, and (2) the size of susceptible/infected pop-
ulations. This makes sense intuitively. We would expect that if the infection rates between
waves changes dramatically, the model should quickly identify a new wave has occurred. Fur-
thermore, if there is a large susceptible/infected population relative to the total population,
changes in infection rate will be amplified making new waves easier to flag.

To prove Theorem 4.5 we first use the martingale formulation to analyze the structure of
the growth rate of the martingale in terms of other problem parameters in Proposition 4.5.
Then we characterize the relationship of the strangeness scores in the new wave (Lemma
4.5) and between the new wave and old wave (Lemma 4.5) to prove Theorem 4.5.

First, we recall that if we let ¢ be sometime after the wave n + 1 has started and recall
that Z, = IZ%\/TZIZI Let u; be a time in wave n, then the P(Z,, > Z;) is the probability that
the weighted error in the wave n is greater than the weighted error in wave n+1. Similarly if
ug is a time in wave n+ 1 such that uy < t, P(Z,, > Z;) is the probability that the weighted
error earlier in wave n + 1 is greater than the weighted error later in the wave at time ¢.

Let t be a day in wave n + 1 so that t > T,,. Let ¢, represent the probability that the
strangeness score, Z, on a day in wave n is higher than the strangeness score on day ¢ and let
Gn+1 be the probability that the strangeness score on a day before ¢ in wave n + 1 is higher
than the strangeness score on day ¢, we have:

5exp (=5(gn + gnt1))
1 —exp(—s)

E[MyM;—1] > My (T = Thn) — (E = Tn))

(1+8qn+1 T T,

Proof: See Appendix C.1.

Notice that to analyze the growth rate of the martingale, we now need to upper bound
probabilities ¢, and g,1. We focus on upper bounding these two quantities next. We start
by stating Lemma 4.5 that upper bounds ¢, 1.

Let gn11 = P(Zy, > Z;), for T,, < ug < t or the probability that the strangeness score on
a day before ¢ in wave n + 1 is higher than the strangeness score on day ¢. Then ¢,,1 < 0.5
Proof: See Appendix C.1.

Lemma 4.5 provides a coarse upper bound on ¢,,1. In Lemma 4.5 we provide a stronger
bound on ¢, by leveraging the fact that the errors will increase when the new wave hits
because we will be using an infection rate from wave n to predict for wave n + 1.

Let ¢, = P(Z,, > Z;), for uy € [T,-1,T,] and t > T, or the probability that the
strangeness score on a day in wave n is higher than the strangeness score on day ¢, which is
in wave n 4+ 1. Then

o 1080 = Bl = 57)* S0,
4 maX(Bm BnJrl) N

Proof: See Appendix C.1.
The proof of Lemma 4.5 follows by integrating over all possible weighted error scores in
predicting cases on day ¢ and using Chernoff bound to upper bound the probability estimates.
Notice that the upper-bound on ¢, in Lemma 4.5, and by extension the lower-bound on
the martinagale growth rate, grows with both the proportional difference in infection rate
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between the waves and the size of the population. It is worth noting, as demonstrated by this
bound, that it will be hard to identify changes in infection rate when either the susceptible
population, S;, is low, meaning everyone has either had COVID-19 or been vaccinated, or
when the infected population, I;, is low, which usually happens when an epidemic is just
starting or about to end.

In Theorem 4.5, we use this growth rate from Theorem 4.5 to create an upper bound on
the expected time it will take the submartingale to hit the threshold.

For any wave n, let ¢ be a constant such that % >c>0forall T, <t <T,.1. Then,
if the length of the wave is such that,

(IBn—Bn41l-—2=)?
o7 1 VN
52 exp<—5<\/Ncexp<—4 max(ﬁn,5n+1)c c|+0.5
)
(1Bn—Bny11——2=)?
27 1 VNc
SeXP<—5(\/zvceXP<—4 max(Bn Pni1)  C +0.5 s
(1+2) -1

1—exp(—s)

A— M+

T, —T,1>

then we can define T' as the time the model successfully detects the new wave and we have
that

my — \/m% — 4m2(Tn — Tn,1>(>\ — Mo)

E[T —T,] <
[ ] < 2

Y

where

Bn—PBn -A=)?
sexp (_3 (\/%EXP (_iMc> i 0'5>) ° :
It 5= | = 1| (T~ e
( "3 4(TnTn1)> ( /

= 1 —exp(—s)

52 exp <—S(\/%exp <_411WC> + 0.5))
(1 — oxp(—))
Proof: See Appendix C.1.

Theorem 4.5 provides an upper bound on our expected time to flag a new wave. As we
would expect, the upper bound is first driven by the submartingale’s sensitivity parameter
and the threshold at which we flag a new wave. Second, as with the growth rate, the time
till wave detection is driven by the length of waves, the proportional difference in infection
rates and the size of the population. As all of these get bigger, the sooner the model expects
to detect a new wave.

To prove Theorem 4.5, we first create a new variable H; based on M; which we show to
be a submartingale, and use optional stopping theorem on H; to find the upper bound on the
expected time till detection. We won’t be able to solve for the expected time till detection
directly, but we can use an iterative method to solve for tighter and tighter bounds on the
time till detection until we get Theorem 4.5.

Let us define a new submartingale (see Lemma C.1 in Appendix C.1 for a formal proof)
for t > T,,, where as before ¢, represent the probability that the strangeness score, Z, on a
day in wave n is higher than the strangeness score on day ¢ and ¢, is the probability that
the strangeness score on a day before ¢ in wave n + 1 is higher than the strangeness score on

mo =
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day t:

H, = M, — i (seXp(—S(qn+qn+1)) (1+8qn+1 (T —To1) — (U—Tn)> B 1) ‘

T 1 —exp(—s) T, —T, 1

Let T be the stopping time, the first time that M; > A, or the time when the new wave
is flagged by the model and our estimate of 7T,,. We recall that by definition, a wave is
M-detectable if M, hits A\ within the length of a wave (where the length of the n'* wave
is T,,y1 — T,,). Therefore we have that T — T,, < T,, — T,,_1. From this we can say that
E[T -T,] <m(T, —T,-1) where m € [0,1]. Then the bound is finding the smallest value
for m which can hold.

We do this by considering optional stopping theorem, given that H; is a submartingale.
We next check to see if T', the time we flag a new wave, and H; satisfy the requirements of
optional stopping theorem, namely that 7" is finite almost surely and Hyin,7) is bounded
(williams1991probability). We start by showing that T is finite almost surely.

For all t > 0, there exists some T\ and € > 0 such that: P(T' <t+T)) > €. Proof: See
Appendix C.1.

Given Lemma 4.5, we have that P(T < oo) = 1 (williams1991probability). Next we
check if Hyine,r) is bounded, such that there exists a b such that |Huyiner| < 0. This is
straightforward to check because |Huyin,r)| < |[Mmine,r)| < A So we can set b = A and we
satisfy the second requirement of optional stopping theorem. Applying optional stopping
theorem allows us to prove Theorem 4.5.

For our modelling purposes, we have been using s = 2.1, My = 203, A = 205. Given
that ¢,+1 = 0.5 and when the population is large enough, as is almost always the case when
modelling state or county-level COVID-19 populations, ¢, becomes negligible. As long as
the length of wave (ie T,, — T),_1) is greater than 8 days then we have that iterative process
for m holds. Practically for COVID-19 modelling, this is rarely an issue. However when
the model is applied to epidemics with quick, short waves, users need be certain to set the
threshold A close enough to M, that this is not an issue.

In Table 4.1 we characterize what the bound looks like in terms of wave length. Choosing
the parametric values described in Table 4.1, we find that the expected time to detect a new
wave in half a week or less.

Table 4.1: Upper bound on expected time till detection, given that s = 2.1, My = 203, \ =
205 and c is significantly large

Wave Length E[T —T,] bound
Upper bound on the expected time to detect a new wave in days
10 4.04
15 3.40
20 3.20
25 3.10

Other epidemiological models: In this work we relax the assumption that parameters
of the compartmental epidemiology model are constant, however we inherit the remaining

98



assumptions of the SIR model. For most of these assumptions there are known ways of relax-
ing them, largely by increasing the number of compartments in the model. The multiwave
variation is easily extendable to these variations of compartmental modelling, for example,
the computational section of the chapter uses a SEIRD model. The analytical results can
also be extended easily. In particular, we argue that under the SEIRD model, the only thing
that changes in the proof is the way we define the weighted error of the model. We define
Zy = ‘f}ﬁ‘ instead of Z;, = |\%—’}' where ¢; is the number of new people in the exposed state,
and é; the estimated number of new people in the exposed state. The Recovered (R) and
Dead (D) states do not affect the results at all, as what happens to people after leaving the
(I) state is irrelevant in the martingale. The rest of the proof and the subsequent results
remain unchanged. It is worth noting that the time till detection and ease of learning will
vary with the number of compartments. Below we list the main assumptions imposed by the
traditional SIR model, how they can be relaxed and accounted for in multiwave model:

e All members of the population are equally susceptible: Due to different demo-
graphic effects on the likelihood of contracting COVID-19, plus differences in behaviors
which can reduce an individual’s risk (social distancing, quarantining, mask-wearing,
etc.), not everyone is equally susceptible. This is less of an issue when modelling at
state level because differences in individual behavior can be averaged across the the
population. This creates a relatively close approximation for high-level predictions.
However if this method were to be applied to smaller populations or where differ-
ences are more stark, differences in susceptibility can be accounted for by splitting the
susceptible population further into sub-groups based on their levels of susceptibility.

e All members of the population have equal rates of recovery: Similar to the
discussion above we’ve seen this does not hold true across demographics but can be
accounted for by including multiple infected compartments that differentiate different
rates of recovery.

e Complete immunity is inferred by recovering from the disease: There has
been evidence that this does not hold, as there have been reported cases of people
contracting COVID-19 multiple times, especially as new variants of the disease crop up.
The SIRS model is designed to account for this by allowing the recovered population
to move back to susceptible at some rate. As long as this recovery rate can be learned
or modelled, such that the size of the susceptible population is still known, this does
not affect the analytical results we present in this chapter.

e The population is closed (no births, deaths - other than that caused by
the disease - or migration): Almost all regional populations are not closed. Even
in cases where a country is able to lock borders, births and deaths will change the
population. When working with state populations, this is less of an issue because the
scale of births/deaths/migration is very small compared to the state population. For
example, births would only increase the susceptible population by approximately 1.1%
and deaths would decrease the population by 0.8% in the United States, thus not really
affecting the COVID-19 forecasts. However for small populations where births, deaths
or migrations make a difference, rates of incoming and outgoing populations can be
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accounted for. As long as the model is able to track these changes and can calculate
the number of susceptible/infected people, then it will not affect the multiwave model.

e All infections/recoveries are detectable: The SIR model assumes that all move-
ment between compartments (from Susceptible to Infected or from Infected to Recov-
ered) is detectable. This means that there are no asymptomatic cases or testing gaps.
Modelling with the SIR when data is incomplete is one of the major challenges of the
COVID-19 pandemic. Asymptomatic cases and insufficient testing can be accounted
for by adding an asymptomatic compartment and modelling assumptions around the
proportion of asymptomatic cases. It would be difficult to detect waves affecting only
the asymptomatic carriers, but the martingale wave detection approach can be applied
to the symptomatic cases in the same manner as described in the SIR model.

4.6 Results from the Data

In this section we describe our forecasting efforts using the multiwave SEIRD model for
different states in the United States. Specifically we discuss the data collected, the prediction
process and finally the model’s performance in comparison with the original SEIRD model.
We note that the SEIRD model is used because of its wider popularity. Furthermore, it is
more expressive because of larger number of compartments in the model.

We used data from the John Hopkins Coronavirus Resource Center (jhu) on daily COVID-
19 cumulative cases and deaths. The JHU COVID-19 dataset is one the primary sources
for COVID-19 case data in the United States but it does not provide reliable information
on active or recovered populations. From the JHU cumulative data, we created an active
cases feature using a 14-day rolling sum of the cumulative cases (ie active COVID-19 cases
were people who tested positive within the past 14 days) and a recovered cases feature
by assuming that everyone who tested positive for COVID-19 but isn’t an active case or
deceased, has recovered. Specifically we show two sets of results for this chapter. The first
set is on models trained on state-level data between April 12, 2020 and September 1, 2020
and then compared out-of-sample results on September 2, 2020 through October 1, 2020.
The second set is similar, state-level models but trained up to January 15, 2021 and evaluated
out-of-sample on results between January 16, 2021 and February 15, 2021.

Given a region, either state or county, and it’s active, deceased and recovered populations
we trained an SEIRD model and multiwave SEIRD model. We chose to implement an SEIRD
model rather than SIR for two reasons. First, because the incubation period for COVID-19
plays a significant role in it’s spread, it was important to include an “exposed” population.
Second, unfortunately part of COVID-19’s severity is its fatality rate and COIVD-19 deaths
are closely tracked. However, this meant we could use the reliability of the deceased popu-
lation data to train the model more accurately. In practice, the multiwave SEIRD model is
very similar to the multiwave SIR model. Waves are detected in the exact same way, however
when training populations and parameters in the wave we use an SEIRD model rather than
SIR.

For our results we use the original SEIRD model as a benchmark for our multiwave
SEIRD. The SEIRD model is the most commonly used model for understanding and pre-
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dicting new cases of COVID-19. The original SEIRD model is equivalent to a single-wave
multiwave SEIRD model. This means that in states where we do not detect multiple waves,
the two models will be exactly the same. However in cases where multiple waves have oc-
curred, the SEIRD provides a comparison for if the multiwave SEIRD is able to better fit
the data.

We describe the out-of-sample prediction performance of the SEIRD and multiwave
SEIRD models using mean absolute percentage error (MAPE). MAPE is a measure of pre-
diction error such that the lower the value, the more accurate the model. It can be calculated

as:
jo
1 |A; — By
MAPE = — _—
P4,
Where here P is the number of data points being evaluated, A; is the actual value of the
data point ¢ amd P; is the model’s prediction of data point t. We measure the MAPEs of
the cumulative infected cases predictions over the course of a month (September 2, 2020 -
October 1, 2020 or January 16, 2021 - February 15, 2021, depending on the training set).

Table 4.2: MAPEs comparing SEIRD and multiwave SEIRD model performance aggregated
to region

Trained till Sept 01, 2020 Trained till Jan 15, 2021
Region SEIRD | Multiwave SEIRD || SEIRD | Multiwave SEIRD
Northeast 7.6% 3.9% 24.4% 11.6%
Southeast || 30.9% 7.0% 13.9% 10.8%
Midwest 12.8% 6.3% 73.5% 5.8%
West 33.4% 18.1% 17.3% 5.6%
Southwest || 99.1% 5.6% 17.6% 3.5%
USA 27.0% 8.4% 31.4% 7.4%

In Table 4.2 we compare the MAPEs of the SEIRD and multiwave SEIRD models,
grouped by regions of the United States. Both models were trained at state-level, but pre-
dictions are aggregated to region level to show national trends. For full state-level MAPESs
see Table 4.3.

These results align with the context of what was happening in the United States over the
summer and winter of 2020. For the summer of 2020, much of the country had experienced
a summer second-wave of COVID-19, which is why on average the multiwave SEIRD model
trained up September 1, 2020 brings down the MAPEs by 18.6%. However the experience of
second-waves was not the same across the country. The Southeast, Southwest and West were
hit the hardest by the summer second-wave, particularly in states like California, Arizona,
Texas and Florida. Therefore it makes sense that the most modelling improvement is seen
in these regions. By comparison, the Northeast and the Midwest had very little change over
the summer, which is why there is slight but not dramatic improvement in these regions.

The trend over the winter of 2020 is slightly different. Almost all states across the
United States experienced a wave. Between the return to school, Thanksgiving, Christmas
and New Years, there was a dramatic wave that hit in the last quarter of 2020, in most states
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far exceeding the initial wave. We see therefore that the multiwave SEIRD demonstrates
approximately similar improvement across regions.
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Figure 4.1: SEIRD and multiwave SEIRD in-sample and out-of-sample prediction in Florida,
California, Texas and Massachusetts when trained up to Sept 01, 2020

We further illustrate the results of the multiwave SEIRD model by examining the in-
sample fit and out-of-sample error in specific states which we know to have experienced
multiple waves. For example, consider the states of Arizona, California, Florida and Mas-
sachusetts. In Figure 4.1 we see the comparative fit on active cases of the SEIRD and
multiwave SEIRD models trained up to September 1, 2020, with the vertical line separating
in-sample and out-of-sample predictions. We use vertical green dotted lines to show when the
multiwave SEIRD model flagged a new wave. In all of the states, the SEIRD model strug-
gles to match the in-sample fit, because the structure of the original SEIRD model forces
it to average between waves. The curve of a single wave cannot fit the multiwave nature
of the data, so the SEIRD model alternates between underestimating and overestimating
in-sample and this results in very inaccurate out-of-sample values. However, the multiwave
SEIRD model is able to more closely match the in-sample data, which results in far more
accurate out-of-sample predictions.

This pattern repeats itself in most of the states where multiple waves occur and over
time. For example, Figures 4.2 shows how the multiwave SEIRD handles the wave that
happened at the end of 2020, with results from the models trained up until January 15, 2021.
Across states the SEIRD is unable to capture the multiple waves, once again alternating
between underestimating and overestimating to average the waves into something that does
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Table 4.3: MAPEs comparing SEIRD and multiwave SEIRD model performance at state
level

Trained till Sept 01, 2020 Trained till Jan 15, 2021
Region SEIRD | Multiwave SEIRD || SEIRD | Multiwave SEIRD
Alabama 42.6% 6.8% 12.8% 4.7%
Alaska 56.7% 14.5% 40.3% 9.8%
Arizona 66.8% 4.0% 35.1% 2.6%
Arkansas 30.8% 2.6% 4.3% 4.4%
California 41.1% 3.2% 15.6% 1.8%
Colorado 3.6% 13.8% 8.4% 11.7%
Connecticut 8.3% 7.2% 29.4% 4.7%
Delaware 8.7% 5.8% 22.3% 26.4%
District of Columbia 8.5% 1.3% 25.1% 4.6%
Florida 70.7% 3.7% 21.9% 7.5%
Georgia 30.9% 0.9% 17.2% 5.2%
Hawaii 15.4% 104.4% 6.7% 6.1%
Idaho 58.3% 3.2% 18.0% 3.2%
Tllinois 19.1% 2.9% 6.4% 1.2%
Indiana 9.5% 1.7% 6.3% 5.2%
Towa 11.8% 11.2% 21.3% 5.7%
Kansas 2.6% 1.1% 14.2% 2.1%
Kentucky 2.8% 7.0% 7.4% 5.1%
Louisiana 37.1% 18.4% 15.2% 12.5%
Maine 1.2% 3.1% 18.4% 20.3%
Maryland 4.6% 5.9% 15.9% 10.0%
Massachusetts 10.9% 1.1% 35.3% 29.0%
Michigan 14.2% 0.6% 8.3% 21.9%
Minnesota 5.2% 4.7% 33.8% 16.5%
Mississippi 31.9% 6.3% 10.0% 8.5%
Missouri 6.9% 13.3% 21.1% 3.6%
Montana 47.7% 19.2% 30.5% 3.0%
Nebraska 13.1% 6.8% 16.3% 2.3%
Nevada 53.5% 7.3% 4.9% 1.5%
New Hampshire 4.6% 5.9% 20.2% 34.8%
New Jersey 9.3% 1.1% 30.5% 1.0%
New Mexico 243.8% 2.8% 11.4% 5.7%
New York 7.4% 0.6% 38.6% 1.9%
North Carolina 29.2% 11.3% 15.7% 1.5%
North Dakota 23.7% 16.9% 686.5% 2.0%
Ohio 5.9% 6.0% 4.5% 4.1%
Oklahoma 29.5% 10.6% 6.9% 3.5%
Oregon 36.5% 2.4% 14.7% 2.4%
Pennsylvania 10.3% 3.6% 15.2% 1.2%
Rhode Island 15.7% 10.3% 22.7% 1.3%
South Carolina 52.3% 71% 27.6% 9.3%
South Dakota 34.0% 2.7% 30.7% 1.6%
Tennessee 34.7% 0.7% 4.7% 2.2%
Texas 56.1% 4.9% 16.8% 2.0%
Utah 23.7% 9.7% 12.8% 3.3%
Vermont 2.0% 0.6% 19.3% 3.9%
Virginia 2.2% 0.7% 19.7% 12.0%
Washington 26.6% 0.8% 4.3% 14.9%
West Virginia 5.2% 18.9% 9.6% 22.8%
Wisconsin 7.8% 7.4% 32.8% 3.7%
Wyoming 4.3% 21.0% 33.9% 3.4%
USA 27.0% 8.4% 31.4% 7.4%
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not describe the actual nature of the pandemic. By comparison, the multiwave SEIRD is
again able to more closely match actual cases in-sample. Out of sample, even though the
multiwave SEIRD tends towards over-prediction by the end of the test set because it hasn’t
learned that wave from the winter holidays is dying off by mid-February, it is still far more
accurate then the SEIRD.
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Figure 4.2: SEIRD and multiwave SEIRD in-sample and out-of-sample prediction in Florida,
California, Texas and Massachusetts when trained up to January 15, 2021

It is this structured flexibility of the multiwave SEIRD model that allows it to vastly
improve the SEIRD model. By accounting for the multiple waves being experienced in the
United States, correctly detecting when they occur and allowing the model to change its
parameters accordingly, the multiwave SEIRD model is able to fit the rise and fall of cases
in-sample for accurate out-of-sample predictions. Similar graphs for all predicted regions
can be found in Appendix C.2.1 and Appendix C.2.2.

It is worth noting that the model detects many waves. For example, in California in the
January 15 model, the model flags 12 waves. This is a function of the selected lambda, in this
case 205. In this work we present results from selecting lambda based on theoretical results
(detection time under a week). For practitioners who are looking to maximize accuracy, we
recommend using a validation set to tune the hyper-parameter lambda. The higher lambda
is, the less sensitive the model will be to changes in infection rate and thus the less waves it
is likely to detect. For example in California, if lambda was increased to 225 or 250, there
would have been 8 detected waves and if lambda went up to 275, there would have been
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5 detected waves. Table C.2 in Appendix C.3, shows the relationship between lambda, the
number of detected waves and Out-of-Sample MAPEs for all modelled regions.

Another way to understand how the multiwave model forecasts COVID-19 cases is to
analyze the relationship between the detected infection rates for each wave, ﬁAfl and the mo-
bility during that time. The multiwave model has the ability to detect shifts in infection rate.
This change in infection rate could be due to different government interventions (e.g. mask
mandates, work from home orders, restaurant/bar closings, gathering size limits), changes
in behavior from the population (e.g. compliance with government interventions, resuming
or limiting long-distance travel), or epidemiology-based differences (e.g. vaccinations, new
variants, transmission rate’s dependence on temperature). Intuitively, the infection rates for
the detected waves, BAfL would correlate with several of these drivers.

In order to analyze this relationship we compiled data on population mobility, govern-
ment intervention, weather and holidays. We utilized Google mobility data which tracked
relative changes in mobility for a state in different types of locations (https://www.gstatic.
com/covid19/mobility /Global_Mobility _Report.csv). Categories for these mobility scores
were retail and recreation, grocery and pharmacy, parks, transit stations, workplaces and
residential. This was combined with state-level social distancing policies gathered from
COVID19StatePolicy Github repository which tracks government mandates that might affect
social distancing and COVID-19 transmission (https://github.com/COVID19StatePolicy).
Examples of tracked policies include emergency declarations, gathering restrictions, school/-
workplace/restaurant /bar closures and public mask mandates. We also used historical
weather data from National Climatic Data Center (NCDC) of National Oceanic and At-
mospheric Administration (NOAA) to get regional temperatures (ftp.ncdc.noaa.gov) and
manually flagged relavent holidays that could affect COVID-19 spread (e.g. Memorial day,
Fourth of July, Thanksgiving, Christmas and New Years).

For each state, we created a regularized linear regression using lasso to predict Bﬁl, the
infection rate found by the multiwave model, using the features we compiled (mobility, gov-
ernment measures, temperature and holiday). The regression needed to be highly regularized
because there is strong correlation between all of these features. We see the results of the
regression for all states in Table C.1 in Appendix C.3 and summarized in Table 4.4.

Table 4.4: Summary across States of In-Sample and Out-of-Sample R-squared for Lasso
Predicting Infection Rates

In-Sample R-squared | Out-of-Sample R-squared
First Quartile 0.61 0.49
Average 0.68 0.59
Third Quartile 0.78 0.70

With an average out-of-sample R-squared of 0.59, we find that many of the predictors
(mobility, government intervention, etc.) can be used in predicting the prevailing infection
rate estimated by the multiwave model. This shows another evidence of the correctness of
the epidemiological model learnt by the multiwave model.
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4.6.1 Benchmark with CDC Models

The multiwave SEIRD model is not only strong when considered against the original SEIRD
model. We can also analyze these computational results in comparison with the wealth
of other COVID-19 forecasting that has been undertaken in 2020. The Center for Disease
Control (CDC) has acted as one of the major players in collecting, evaluating and dissemi-
nating COVID-19 forecasts for cases and deaths. Models that are submitted to the CDC are
considered some of the top models in the country. With over 50 models submitted, stem-
ming from academia and industry, these models have a variety of structures and learning
processes. Those that follow the epidemiology compartmental structure often significantly
change the basic SIR or SEIRD model to account for many sub-groups (with some citing
over 10 compartments) or make the model’s parameters a function of data, such as mobility
and government interventions, to help improve accuracy. While this creates strong compu-
tational results, it means that these models often struggle to generalize or provide analytical
guarantees. By comparison, the multiwave SEIRD model, sticks to the 5 compartments
described in the name and does not incorporate additional features beyond daily COVID-19
cases and deaths. This simplicity is maintained intentionally to allow for strong and inter-
pretable analytical results in addition to computational results. Despite this fact, we find
that the multiwave SEIRD model performs strongly compared to the models uploaded to
the CDC. It is because of this strong computational performance that the multiwave SEIRD
model is part of the ensemble predictive model, MIT-CASSANDRA, one of the submitted
models to the CDC and a component of the CDC’s ensemble forecast.

In order to compare with CDC models, we simulated the process for submissions to the
CDC. Teams must submit models on Monday, and thus only have data up to the Monday of
each week, and give predictions for the number of new weekly cases for the next four Fridays.
The CDC uses a variety of forecasts, but the primary one is weekly new cases for the United
States. Because the SEIRD model is trained at state level and makes daily predictions, we
aggregated predictions across the states and days of each week to get incident cases at the
national level. Here we show two sample comparisons, the first for models trained up till
October 19, 2020 with predictions for October 24, 2020, October 31, 2020, November 7, 2020
and November 14, 2020. The second sample is for models trained up till January 18, 2021
with predictions for January 23, 2021, January 30, 2021, February 6, 2021 and February 13,
2021. We see the results of this comparison in Table 4.5 and Table 4.6.

We show these same results visually to highlight the progress of the multiwave SEIRD
model’s performance over time. In Figure 4.3 we plot the MAPEs of the CDC models and
the multiwave SEIRD over the four week predictions. We see in Figure 4.3a the results
for predictions made for October/November 2020, the multiwave SEIRD starts out in the
middle of the pack in terms of accuracy, but by the end of the forecast is one of the top
performing models. This is because the end of October marked the start of the massive
wave that hit the United States over the course of the 2020 fall/winter. Due to its wave
detection process and epidemiology structure, the multiwave SEIRD model is able to flag a
wave is starting and model the exponential growth in cases. This can be seen clearly when
we plot the prediction of the October 19, 2020 model against the true cases and CDC’s
ensemble prediction in Figure 4.4a. The ensemble prediction is the CDC’s best estimate of
what is going to happen, after considering all of the submitted CDC models, and represents
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10/24/2020 10/31/2020 11/7/2020 11/14/2020
MAPE | Rank | MAPE | Rank | MAPE | Rank | MAPE | Rank
CU-scenario_high 0.163 6 0.160 3 0.209 2 0.267 1
Karlen-pypm 0.135 4 0.154 2 0.237 3 0.303 2
CU-nochange 0.166 9 0.179 7 0.250 4 0.304 3
Multiwave SEIRD || 0.206 14 0.209 9 0.274 7 0.321 4
CU-scenario_mid 0.164 7 0.170 4 0.259 ) 0.345 )
CU-select 0.164 8 0.170 5 0.259 6 0.345 6
JHU_CSSE-DECOM || 0.196 12 0.228 11 0.323 10 0.403 7
LNQ-ensl 0.150 5 0.198 8 0.309 8 0.405 8
UMich-RidgeTfReg 0.188 11 0.230 12 0.332 12 0.418 9
RobertWalraven-ESG || 0.114 3 0.178 6 0.311 9 0.423 10
CU-scenario_low 0.173 10 0.213 10 0.326 11 0.431 11
JHUAPL-Bucky 0.239 17 0.280 14 0.372 13 0.446 12
JCB-PRM 0.237 16 0.280 15 0.377 15 0.461 13
COVIDhub-baseline 0.199 13 0.262 13 0.375 14 0.465 14
COVIDhub-ensemble || 0.230 15 0.295 16 0.405 16 0.493 15
TTU-squider 0.614 24 0.656 23 0.718 23 0.767 22

Table 4.5: Multiwave SEIRD and CDC models trained up till October 19, 2020 forecast
error and model rank for national weekly incident cases of COVID-19

its official forecast. We see that the CDC ensemble model predicts a flat curve for new cases,
having not picked up yet on the scale of the new wave, while the multiwave SEIRD has
begun to model the exponential growth.

The predictions made on January 18, 2021 are a little more interesting. Here we see
that all the models are struggling to forecast what is going to happen, with MAPES for all
models unusually high. The United States was at a tipping point and it was possible the
cases would continue to grow or start dying off. This is clearly shown when we look at the
state-level predictions in Figure 4.2. Some states have already begun to pivot down and
cases have started dying off, but other states look like they were going to grow. For the

0.8 Forecast Error for Multiwave SEIRD and CDC models: Oct/Nov 2020 Forecast Error for Multiwave SEIRD and CDC models: Jan/Feb 2021
' Multiwave SEIRD 12 Multiwave SEIRD
0.7 Other Benchmark Models Other Benchmark Models
1.01
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= 04 =
03 / 0.4
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0.1 | 00| - |
2020-10-24 2020-10-31 2020-11-07 2020-11-14 2021-01-23 2021-01-30 2021-02-06 2021-02-13
Prediction Target Date Prediction Target Date
(a) Predictions made on Oct 19, 2020 (b) Predictions made on Jan 18, 2021

Figure 4.3: Multiwave SEIRD and CDC models forecast error for national weekly incident
cases of COVID-19
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1/23/2021 1/30/2021 2/6/2021 2/13/2021

Model MAPE | Rank | MAPE | Rank | MAPE | Rank | MAPE | Rank
UCLA-SuEIR 0.019 1 0.139 3 0.235 3 0.332 3
Multiwave SEIRD || 0.030 2 0.148 4 0.303 4 0.466 6
TTU-squider 0.055 3 0.071 2 0.098 1 0.126 1
JHU _IDD-CovidSP 0.101 4 0.001 1 0.141 2 0.283 2
LANL-GrowthRate 0.106 5 0.198 5 0.327 6 0.476 7
LNQ-ensl 0.126 6 0.202 6 0.313 5 0.433 4
JHU_CSSE-DECOM || 0.172 7 0.291 7 0.430 8 0.584 9
Geneva-DetGrowth 0.229 8 - - - - - -
Google_Harvard-CPF || 0.242 9 0.439 20 0.585 19 0.851 21
COVIDhub-baseline 0.266 10 0.363 11 0.493 11 0.644 12
Karlen-pypm 0.272 11 0.367 12 0.494 12 0.637 11
RobertWalraven-ESG || 0.274 12 0.318 8 0.386 7 0.465 5
COVIDhub-ensemble || 0.287 13 0.358 10 0.477 10 0.613 10
JHUAPL-Bucky 0.297 14 0.355 9 0.441 9 0.536 8
CU-nochange 0.309 15 0.393 13 0.550 15 0.726 16
UCSB-ACTS 0.551 25 0.719 24 0.934 24 1.177 23

Table 4.6: Multiwave SEIRD and CDC models trained up till January 18, 2021 forecast
error and model rank for national weekly incident cases of COVID-19

multiwave SEIRD model, this means that some states have forecasts that show exponential
decay, while others continue to show exponential growth. We can see this tension in the
national forecasts made by the multiwave SEIRD in Figure 4.4b, as the forecasts show some
drop, but then growth again. However, because the SEIRD model is able to flag that the
wave was dying off in enough states, it starts off closer to the truth in the first week of
predictions, and this translates to strong performance across the rest of the weeks, resulting
in the multiwave SEIRD model being among the most accurate models during this time, as

shown in Figure 4.3b.
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Figure 4.4: Multiwave SEIRD and CDC ensemble forecasts for national incident cases of
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4.7 Conclusions

The COVID-19 pandemic has shown us that disease transmission is not determined just by
how contagious a virus is. Population behavior and mitigation strategies play a major role
in how quickly a disease spreads. Because of this it is not enough to just model a virus’s
contagion and assume that population behavior remains constant. The multiwave SIR model
creates a basis for understanding, modelling and predicting when epidemics are driven by
human nature as much as a virus’s transmission rate.

The multiwave SIR model accounts for the multiple waves of COVID-19 seen in the
United States. The model provides a framework for detecting when a new wave is occurring,
and allows the epidemiology model the flexibility to adjust for new waves. The detection
process is theoretically proven to be rigorous, namely quick to pick up on new waves. Ex-
perimentally, the multiwave SIR model shows significant improvement over it’s single wave
counterpart. In regions that have experienced multiple waves, the multiwave SIR model
is not forced to average between them like the original SIR model, but rather can match
each wave for its infection/transmission/recovery rates. This results in significantly better
in-sample fit and out-of-sample accuracy.

Forecasting the COVID-19 evolution, and specifically the occurrences of new waves, is
critical in managing operations and supply chains through the pandemic. Identifying and
forecasting COVID-19 waves is crucial in answering three major supply-chain related ques-
tions for manufacturers, retail companies, restaurants, and healthcare organizations: (i)
What products and resources should these organizations supply?, (i) How should these orga-
nizations structure their supply chain in times of pandemic?, (iii) What medium should these
organizations use to sell or distribute their products?. Or alternatively, (i) What to supply?,
(ii) How to supply?, and (iii) How to distribute?

1. What to supply?: the first point is about shifting priorities and changing customer
behavior. New waves appearing trigger a panic-buying behavior. As a result, there
is a demand surge for many essential supplies such as groceries or hygiene products
at common point-of-sale locations ([104]). Being able to correctly predict new waves
in particular locations allows organizations such as retailers to anticipate this demand
surge and provide enough supply to avoid letting the hoarding behavior put the most
vulnerable people at risk. This is also true in a healthcare setting, when hospitals in
different locations experience a demand surge in resources like ventilators when a new
wave of COVID-19 hits ([97]), requiring a rapid shift in the way these resources are
allocated.

2. How to supply?: additionally, the supply chain during a pandemic should satisfy two
main criteria: safety and flexibility. For the former, recent research such as [105] and
[106] shows how the COVID-19 spread impacts the supply chain through the safety
measures, and how to make these safety measures evolve accordingly. For the latter,
as governments tighten or loosen the COVID-19 restrictions according to new waves
appearing, forecasting models with high predictive power such as the multiwave SIR
allows specific businesses such as restaurants to anticipate the re-opening and closure
of their activities. Thanks to that, these businesses can plan the dependant supply
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chains subsequently, e.g., by prioritizing diversification or limiting large inventories of
perishables when a new wave is approaching. Finally, there have been a lot of literature
on resource allocation during pandemics based on these dynamics, whether it is for
general resources ([107]) or vaccine for examples ([108]), where similar predictions are
used in optimization-based models.

3. How to distribute?: last but not least, as online retail jumped to $26.7 trillion in 2020,
up 4% from the previous year ([109]), fuelled by COVID-19, retailers, for example
in clothing or home furniture, need to be able to accommodate different distribution
channels. The supply chain should shift to online retail during lock-downs and when
new waves appear, and allow the safe re-opening of brick-and-mortar stores when
restrictions are loosened and demand for in-person shopping increases.

This allows us to conclude that the multiwave SIR model, combined with the right
optimization framework, can be used to drive meaningful real-world impact.
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Chapter 5

Conclusions

Through this thesis, our objective is to translate goals around sustainable operations into
practical decisions by creating data-driven decision-making tools. This thesis delves into the
operational management challenges faced by organizations striving to operate competitively
within markets while facing sustainable challenges such as increasing renewable energy and
epidemic waves.

First we tackle the issue of affordable and clean energy and climate action by refining
estimates on the potential of the vehicle-to-grid market. If this market proves fruitful it will
help encourage adoption of EVs as vehicles become a source of passive income and allow
for greater reliance on sustainable sources of energy as we increase the supply of energy
storage to the grid. We do this by introducing a dynamic optimization with a focus on
driver-behavior. This model leverages real deidentified driver data to take an individual
driver’s perspective on how much they can discharge out of their usual driving behavior. We
guarantee for this setting that resulting policies serve driver behavior and are interpretable to
it’s users. Specifically we prove that policies will follow a two-threshold structure that can be
easily communicated to drivers. Finally we work closely with an American EV manufacturer
to quantify the impact of the market in terms of both monetary savings as well as CO2
savings.

Second, we tackle the problem of optimizing when objectives are determined by a tree
ensemble model. This is relevant for decision makers that are looking to leverage their
granular, accurate and deterministic tree models to make more optimal decisions. For this we
propose the general approximation method UMOTEM, which is able to solve optimizations
determined by tree ensemble models in a tractable manner. Specifically we show that the
number of binary variables will grow linearly rather than exponentially. We are also able to
bound the optimality gap of the approximation. We show that the model is able to perform
strongly on a variety of publicly available datasets. We also bring the issue back to the
sustainable goals of clean energy and climate action, by discussing an EV case study where
we show the power of UMOTEM in estimating the potential size of the vehicle discharging
market. We also contribute to business growth by showing how UMOTEM can be used in a
retail case study to plan markdown promotions for a fashion retailer.

Finally, we contribute to the wealth of operations research around the COVID-19 pan-
demic. Specifically we introduce a way of modelling the multiple waves of the disease while
remaining agnostic to the specific drivers of the new wave. This is particularly important
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as we saw during the COVID-19 pandemic, decision makers would often have to respond
to changes in the disease without fully understanding what was causing the change. The
multiwave SIR model proposed pairs the traditional epidemiology model with a martingale
framework to flag new waves. We prove that the model will be able to flag new waves of
COVID-19 in less than a week. We also compare the model to other cutting-edge methods
and show that it among the top performers of models submitted to the CDC.

This thesis aims to contribute to the literature on data-driven decision making in sustain-
able operations. Through this work and our close collaboration with industry partners, we
aid decision makers through fact based modelling to improve sustainable practices in both
literature and practice.
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Appendix A

Proofs and Figures of Chapter 2

A.1 Proofs

Proof of Optimality: We prove this case by case. Constants in the objective, resulting
in a linear slope regarding charge level, will not affect the concavity of the solution, so for
simplicity of notation we will ignore the Apax 141 (Cinax — €¢) = Amint+1 (Crnin — ¢)" + A\ terms
in the objective in this section.

Case 1: ¢ < c*eharse < *V2X . We first observe that in this scenario the policy of discharg-
ing is dominated by doing nothing. Discharging down to ¢ < ¢ would result in an objective
of (¢ —¢) (w,}’flx + ARTii1 — )\C) + 5 t+1E (Vi (Set42)]. We show that this is less than the

E [Vl (Sc,t+2)]i

value of doing nothing:

Atime,t4+1
1 . 1
B Vi (sear)] = (e = &) (Wi + Apripr = Ae) + ————E [V (se442)]
Athnat+1 Athnet+1
> (c—¢) b\ (E V1 (scp42)] = E Vi (sc-1442)]) — (¢ =€) (wt+1 + AT — A )
time,t+1
R 1 1
— (e 0) (5 B (upeal] = 5 B[V ()] — wl = Ao + 1.
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> (c—¢) <—E [Vl (Sc*VQX,t+2)} - E [Vl (Sc*V2X71,t+2)} wt+1 ARTt41 + A >
Atime,t—&-l )\time,t—i-l
>0

The first and second inequalities comes from the concavity of E[Vi (Sz142)] while the last
comes from the definition of ¢*V2X.

Given that discharging is sub-optimal the only other policy remaining is charging or
doing nothing. In such a scenario the objective of the optimization becomes concave for the

.. . xcharge .
decision variable x /17

h h
T:Sf{%e (wtajrge + )\RTH»I - >\a> 7>\Inax,t+l (Cmax - C)7>\Inin,t+1 (Cmin - C)++ )\ E |:‘/1 (S,l,;l;*(;’r]”!{" t+2)i| +>\cc~
time,t+1 et+llo
As a concave function we find its maximum when the first derivative is zero. This is at
c*harge by its definition. Therefore the optimal policy is to get as close to c*M¢ as possible:
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xcharge _ o X Charge). We have to take the minimum because we are constrained to

max

— min (c
charging at most Xcharee,

Case 2: c¢*charge < o < *V2X. We continue to observe that it does not make sense to
discharge the battery. The proof of this follows the same as the previous Case 1.

We next observe that in this scenario it also does not make sense to charge. Charging up to

/\time,H—l E [‘/1 (Sé’t+2>]'
We show that this is less than the value of doing nothing: —1—F [V} (sc412)]:

)\time,t+1
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As before, the first and second inequalities comes from the concavity of E[V; (ss442)]
while the last comes from the definition of ¢*V2X.

Case 3: c*cha9e < VX < ¢ Like the previous scenario, we observe that it does not
make sense to charge. The proof of this follows directly as the previous Case 2.

Given that charging is sub-optimal the only other policy remaining is V2X or doing noth-
ing. In such a scenario the objective of the optimization becomes concave for the decision
variable 2y 20 x5 (Y™ 4 Arre = Ae) = At (Conax = ©) = Amint (G — €) + 5 F [Vl (Sc,z:)‘fi)l()l,t H)] W

Atime,t4+1

As a concave function we find its maximum when the first derivative is zero. This is at
V2 by its definition. Therefore the optimal policy is to get as close to ¢*V*X as possi-
ble: —min (c — VX X;l/gff) We have to take the minimum because we are constrained to
charging at most X V2.

We now consider the scenario where c*harge > *V2X

Case 4: ¢ < c*V?X < grswitch < gxcharge . Thig case is exactly the same as Case 1. Doing
nothing dominates discharging, and charging dominates doing nothing. The proof for this
scenario follows exactly as Case 1.

Case 5: c*V?X < ¢ < ¢rswitch < c*charge . Thig challenge with this scenario is that there are
states where both charging and discharging dominate over doing nothing. Thus we define
c™vitch a5 the first time discharging as a policy dominates over charging. We note that
the optimal charging policy at c¢ is min (c*Charge —c, Xglaa;ge). This is because the objective
function for charging is concave, and the function’s argmax, c*#¢¢ i higher than c. Using
this optimal charging policy would result in an objective of

: s«charge charge charge
- (mln (c 8¢ — ¢, X208 )) (w25+1 + ArTis1 — )\c>—|—/\ FE [Vl (smin(c*charge7c+xﬁgge)7t+2)} +AccC.
time,t+1

Similarly the optimal discharging policy is min (c — VX, Xlzgff) as the argmax for dis-
charging, c*V2%

is less than ¢. The optimal discharging policy would result in an objective of
(min (C - C*V2X, Xr\égi{)) (w,?flx + >\R7"t+1 - )\c)—l— 1 E [‘/1 (SmaX(C*V2X7C_XV2X)7t+2)i| —i—)\c (C)

)\time,t+1 max
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Therefore we define ¢*sWwitch

. h
— min (C*charge o C*sw1tch Xcharge) (wc arge + Ath+1 A > +

max

as the minimum value between ¢*V2X and ¢*Parg¢ guch that:
/\time,t+1

E [Vl <Smin(C*chargeyc*switch+X$3)fge)7t+2):|
1

—F |:Vi (Smm( #V2X cxswitch Xr\n/g&() t+2):| :

time,t+1
If VX < ¢ < ¢*Vith then by definition, we have that

*switch C*VZX XVZX)( V22X

S min (C max t+1 + )\th+1 A ) +

. h h. charge 1
— min (B — ¢, X hEe) (w B+ Xplip1 — A ) + /\71*7
time,t+1

|:‘/1 <Schmin(c*chargc,c’X[ﬂ“aﬂxrgE)’t+2)i|

WX XVIXY (VX Ly )

> min (c —c
Atime,tJrl

[Vl (Scfmin(cfc*vzx,XVZX),t+2)} .

and so the optimal policy is to charge.
Case 6: c*V?X < ¢rswitch < ¢ < ¢*eharge: Here we show that after the policy switches
from charging to discharging, the policy will not switch back. Like in Case 5, we note that

the optimal charging policy at ¢ is min (C*Charge — nggge) and has an objective value of
— (mm (c charge __ Xglaa)fge)) (wc T8+ ARripr — A >+Amme - E [V1 <Smin(c*charge7c+xg1;xrge)7t+2):| )
Similarly the optimal discharging policy is min (¢ — C*VQX , X2X) and has an objective value

of (min (c — VX XV2X)) (th + Agris1 — A )+

max

E [‘/1 ( max( AV2X o X VX)) t+2)]~ Here

)‘tlme ,t+1 max

we show that the discharging policy dominates the charging policy:
1

)\time,t+1

(min (c — VX Xl\ﬁff)) (wz+1 + ARTt41 — >\c> +

[‘/l ( n]ax c* V2X,c—X¥§,’§),t+2)]

1
N : +charge charge charge _
( (mln (c Xmax )) (wt-H + )\th-H Ac) + )\t' t+1E h Smin(c*dmrgeﬁJrXﬁiﬁcrgc)=t+2
ime
1

)\tlme 41

*switch (,*VQX XVQX) ( V2X

Z min (C max t+1 + )\th+1 )\ ) +

|:‘/1 (Smin(C*VQX c*switch Xr\ﬁi() t+2>:|

1
: *«charge *switch charge charge
- ( min (C Y Xmax ) (wt+1 + )‘RTH-l - )‘C + )‘timc o E ‘/1 Smin(c*clnrge e :wlt(‘h+X;§1’;1xrge) 42
>0

The first inequality comes from the concavity of both the charging policy and discharging
policy. In the case of charging, moving from ¢ to ¢**Vi**® moves the value farther away from
the argmax of the function, ¢*h##¢ reducing the value of the objective. Conversely in the
case of discharging, moving from ¢ to ¢*Vi*" moves the value to the argmax of the function,

V2 increasing the value of the objective. The second inequality comes from the definition
*switch

of ¢
Because discharging dominates we therefore follow the optimal discharging policy in Case

Case 7: c¢*V?X < ¢rswitch < ereharge < - This case is indistinguishable from Case 3, and
therefore follows the same policy and proof.

We finally note that the resulting policies from Cases 4-7 can combine and simplify down.
This is because the policy in Cases 4 and 5 are the same and the policy in Cases 6 and 7 are
the same. This results in the policy described in Equation 2.11.
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Appendix B

Proofs and Figures of Chapter 3

B.1 Formulations

Formulation (3.1) for the Sample Forest in Figure 3.1
For this example we assume that we are maximizing expected sales, so the payoff S; is just
the sales of leaf ;7 without any additional business constraints.

max
Z?y

S.t.

1
3 (By1,3+ 1y14 + 2y15 + 2y22 + Sya3 + 2ys4 + 4ys 5 + 3yse + 1ys7)

Yig+yiat+tuyis=1

Yoo+ Y23 =1

Y34+ Y35+ yze +ysr =1

Y14 T Y15 < ZDiscount,3

Y13 S 11— ZDiscount,3

Y14 S ZPrice, 1

Y15 < 1 — Zprice,1

Y2,2 < ZPrice,2

Y23 < 1 — Zprice,2

Y34+ Y35 < ZDiscount,2

Y36 + 3/37 7 S 11— ZDiscount,2

Y34 < ZPrice,1

Yss < 1 — Zprice1

Y36 S ZDiscount, 1

Ys,7 S 1— ZDiscount, 1

ZPrice,1 Z ZPrice,2

ZDiscount,1 2 ZDiscount,2

ZDiscount,2 Z ZDiscount,3

ZPrice,15 #Price,2 #Discount,1; £Discount,2; <Discount,3 € {07 1}
Y1,3: Y1,45 Y1,55 Y2,25 Y2,35 Y3,4, Y3,5, Y36, Y3,7 = 0
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Formulation for the exact MIO as proposed by [33]

T
t t
max E Ew gt
T,q tdp; 5

s.t.

t=1 jeLt
(a) e+ M1 —qly)

(CLE)Tx o M(l - QE,ri) >

vt .
Ap, i = Gy, + iy

Z q;jvj =1,

jeLt
Ax < f

t t t

Qs in Gigsr iy € 051
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Formulation (B.2) for the Sample Forest in Figure 3.1
Again, we assume that we are maximizing expected sales, so the payoff S; is just the sales
of leaf 5 without any additional business constraints.

1 ‘
max o (3ais + 103, + 235+ 2075 + 547 + 2034 + 445 + 3436 + 1a37)

S.t. Zdiscount T M(l - Qiz) > 0.25
Ldiscount — M(l - Qig) S 0.25
Torco + M(1 = g1,) > 20

Torice — M (1 — q35) < 20
Tprice + M (1 — qf ) > 19
Tprice — M (1 Q%,?,) <19
Zdiscount + M (1 —¢; 5) > 0.2
Tdiscount — M (1 — ¢f5) < 0.2
Torice + M (1 —q5,4) > 21

IN 1V
[\

—
W
Ko

orics — M(1 — g3

T discount 1 M<1 qg’ﬁ) > 0.1
Tdiscount — M(l - qg’ﬁ) <0.1

1= Q%,z + Q%,:s

Qi,2 = 93,4 + Q%ﬁ

1= Qiz + Q%,S

1= C]i2 + Qi’,:a

Q?,z = q§,4 + qg,s

C]i:’) = qg,e’ + qg,?

Qi,s + 95,4 + Q§,5 =1,

Goat s+ di+as, =1,

Qo Qi3 Gon Qo5 Qios Qs Bos D2 3o Doas Do B G € 0,1

119



B.2 Zoomed in Graph

Objective Value

I~
N
'

N
o
L

6.81

oo © e®, o

500
Time (s)

T
1000

T
1500

Depth
Iteration

20

Figure B.1: Wine, 500 trees: objective and runtimes of UMOTEM for different depth itera-

tions
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B.3 Proofs

Proof of Step 3.4

For a given tree t in the random forest, the set of x such that h!¢(z) = j is a set of
hyper-rectangles. This is because a “leaf” of the tree is described as a hyper-rectangle region
of the feature space, and within a leaf a constant prediction value is assigned. This holds
for all the trees in the random forest. For all the trees in the forest we can define a finite
number of unions of hyper-rectangles, Si,... Sk such that if x € S, then there is a tree t
such that h4(x) = j. We can definite a function ¢(i) = k if {z : hj%(z) = j} = S},

We define N as the number of times that ¢(i) = k in the first N trees. Then:

1 & 1 &
N D =) = N Y Nilgesy)
t=1 k=1

In doing this, we move from averaging over the trees, to averaging over unions of hyper-

rectangles. For % we have:

N
Ny 1
NN > L=

n=1

Which by law of large numbers, converges almost surely to Py (¢(i) = k)
We have then that the best leaf predictive function of the random forest converges as the
number of trees grows to:

N

* 1 *
B () = 5 D k()
t
1o [
= N; / _Igi@=n@

=/;¢N§;MA%M@

o K
+ [ 530 Pal6(®) = Dlesydi
0 k=1
- / JPo(hg(z) = )dj

For the upper bound function, it like the random forest prediction is a constant prediction
across the entire hyper-rectangle, but is calculated from only the top m values rather than
all the data points in the hyper-rectangle. Therefore, there are a finite number of unions of
hyper-rectangles, Ry, ..., Rg such that j is the upper bound estimate for the training inputs
in Ri. The rest of the proof follows directly from [35].
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B.4 Tables

In the section below we present a series of computational comparisons between the exact
MIOs presented by [32] and [33], their approximations and UMOTEM. Specifically Tables
B.1, B.2 and B.3 show the full version of the Table 3.2, comparing the MIOs with UMOTEM
and the predict and optimize method in terms of optimal objective and runtime. The sub-
sequent tables provide more granular comparisons against the depth approximation method
presented in [32] and the sampling approximation presented in [33]. If the results are listed
as ‘-’ then the approximation did not make sense (such as a 10% approximation when the
maximum depth is 4). We see that if the approximation is selected correctly, the depth and
sampling approximations often preform comparably to the exact MIO in terms of objective
value. However if they are mis-selected, they risk producing sub-optimal recommendations.
By comparison, UMOTEM is able to run consistently and produce reliable results even as
the number of trees in the forest grows to 500 trees, the standard base parameter for number
of trees in programs like R.
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# trees Sino Somorem Opt. Gap (TNHSC? (ngisnolteal.) (UE(%I?EGM) (Prcd’.I‘ziiIrilleOpt.)
10 1.16 1.16 0.0% 8.80 170.44 0.60 0.32
20 1.15 1.14 0.7% 10.05 430.88 1.01 0.58
30 1.12 1.12 0.3% 11.38 845.16 1.82 1.80
40 1.12 1.11 0.3% 17.40 NA 2.08 1.82
50 1.12 1.11 0.5% 17.77 NA 2.07 1.43
60 1.12 1.11 0.9% 17.97 NA 2.62 1.68
70 1.12 1.10 0.9% 18.95 NA 2.92 1.91
80 1.12 1.11 1.0% 21.34 NA 3.57 2.42
90 1.12 1.11 0.9% 21.71 NA 3.90 4.36
100 1.13 1.12 0.8% 28.35 NA 3.89 2.68
110 1.13 1.12 1.0% 28.11 NA 4.24 2.56
120 1.13 1.12 1.1% 30.40 NA 4.45 2.75
130 1.13 1.12 1.0% 32.02 NA 5.72 4.08
140 1.13 1.12 0.9% 37.07 NA 6.13 3.93
150 1.13 1.12 1.0% 47.66 NA 6.10 3.95
160 1.13 1.11 1.1% 33.91 NA 6.45 3.97
170 1.13 1.11 1.4% 46.48 NA 6.55 3.91
180 1.13 1.11 1.2% 46.40 NA 7.51 5.52
190 1.13 1.12 1.2% 51.89 NA 8.44 6.23
200 1.13 1.11 1.2% 50.98 NA 8.85 6.70
210 1.12 1.11 1.0% 58.90 NA 9.34 6.87
220 1.12 1.11 0.9% 63.48 NA 9.83 7.61
230 1.12 1.11 0.9% 67.62 NA 9.92 7.70
240 1.13 1.12 0.8% 61.13 NA 9.42 6.81
250 1.13 1.12 1.0% 63.72 NA 9.85 6.48
260 1.13 1.12 1.0% 76.51 NA 10.34 7.59
270 1.13 1.12 0.9% 71.29 NA 10.93 7.09
280 1.13 1.12 0.8% 79.50 NA 10.72 7.44
290 1.13 1.12 0.7% 72.89 NA 11.59 7.69
300 1.13 1.12 0.7% 100.98 NA 12.11 8.40
310 1.12 1.12 0.7% 84.23 NA 12.83 9.12
320 1.12 1.12 0.7% 78.76 NA 13.09 8.59
330 1.13 1.11 1.1% 100.26 NA 13.91 9.80
340 1.13 1.11 1.2% 82.58 NA 12.85 8.48
350 1.13 1.11 1.1% 88.34 NA 14.61 9.85
360 1.13 1.11 1.1% 86.12 NA 14.87 10.76
370 1.13 1.11 1.0% 144.62 NA 15.11 10.65
380 1.13 1.12 1.0% 135.74 NA 14.58 9.86
390 1.13 1.11 1.0% 163.63 NA 14.08 8.72
400 1.13 1.11 0.9% 136.00 NA 14.56 9.02
410 1.13 1.12 0.9% 175.69 NA 14.88 9.45
420 1.12 1.11 0.9% 126.56 NA 17.94 11.39
430 1.13 1.11 0.9% 168.93 NA 17.31 11.64
440 1.12 1.11 0.9% 363.95 NA 18.74 11.78
450 1.12 1.11 0.9% 162.43 NA 19.21 12.35
460 1.12 1.11 0.9% 234.65 NA 19.69 12.72
470 1.12 1.11 1.0% 157.78 NA 20.19 12.95
480 1.13 1.11 1.0% 336.14 NA 19.45 11.89
490 1.12 1.11 1.0% 162.12 NA 19.72 12.50
500 1.12 1.11 1.0% 273.53 NA 20.07 12.95

Table B.1: Solubility Dataset: Objective function value and times
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# trees Stwo Somorem  Opt. Gap };%lrsnme) (ngisr?teal.) (UI’\II‘(i)r”}l]SM) (Prcd’.I‘éijInI(lieOpt.)
10 78.62 78.62 0.0% 8.23 12.68 0.06 0.09
20 78.49 77.01 1.9% 9.98 27.85 0.13 0.05
30 78.39 76.75 2.1% 9.13 27.64 0.21 0.09
40 78.32 76.91 1.8% 10.83 57.30 0.23 0.09
50 78.36 77.12 1.6% 12.45 52.46 0.22 0.12
60 78.23 76.92 1.7% 11.12 175.75 0.28 0.11
70 78.30 76.93 1.8% 12.55 188.95 0.31 0.14
80 78.29 76.64 2.1% 13.98 204.79 0.38 0.15
90 78.27 76.75 1.9% 14.74 322.96 0.41 0.22
100 78.25 76.83 1.8% 14.31 454.15 0.42 0.22
110 78.28 76.80 1.9% 15.20 335.95 0.48 0.20
120 78.23 76.73 1.9% 16.11 661.49 0.46 0.22
130 78.21 76.69 2.0% 17.49 837.14 0.57 0.30
140 78.14 76.54 2.0% 19.59 908.61 1.66 0.29
150 78.11 76.61 1.9% 20.96 NA 0.67 0.30
160 78.18 76.65 2.0% 24.38 NA 0.71 0.34
170 78.18 76.68 1.9% 26.33 NA 0.76 0.28
180 78.19 76.71 1.9% 28.18 NA 0.75 0.39
190 78.21 76.79 1.8% 26.14 NA 1.04 0.44
200 78.21 76.78 1.8% 28.35 NA 0.92 0.39
210 78.21 76.83 1.8% 25.71 NA 0.88 0.39
220 78.23 76.89 1.7% 32.50 NA 1.10 0.48
230 78.24 76.86 1.8% 34.31 NA 1.03 0.47
240 78.25 76.90 1.7% 28.93 NA 0.86 0.40
250 78.22 76.77 1.8% 30.65 NA 0.90 0.42
260 78.23 76.82 1.8% 36.22 NA 0.94 0.39
270 78.21 76.76 1.8% 31.94 NA 0.96 0.46
280 78.21 76.76 1.9% 41.29 NA 1.20 0.50
290 78.22 76.72 1.9% 34.33 NA 1.23 0.56
300 78.20 76.72 1.9% 44.40 NA 1.30 0.49
310 78.21 76.70 1.9% 35.24 NA 1.38 0.65
320 78.22 76.74 1.9% 36.40 NA 1.42 0.55
330 78.24 76.76 1.9% 36.27 NA 1.42 0.65
340 78.24 76.77 1.9% 40.35 NA 1.28 0.54
350 78.24 76.73 1.9% 51.22 NA 1.46 0.63
360 78.26 76.78 1.9% 51.94 NA 1.60 0.70
370 78.26 76.81 1.9% 46.78 NA 1.51 0.72
380 78.26 76.80 1.9% 60.73 NA 2.83 0.67
390 78.25 76.79 1.9% 51.59 NA 1.45 0.63
400 78.26 76.72 2.0% 51.48 NA 1.47 0.67
410 78.27 76.75 1.9% 58.34 NA 1.55 0.69
420 78.26 76.76 1.9% 60.99 NA 1.61 0.75
430 78.24 76.76 1.9% 55.50 NA 1.67 0.80
440 78.24 76.78 1.9% 58.07 NA 1.70 0.76
450 78.25 76.80 1.9% 59.42 NA 1.75 0.85
460 78.26 76.83 1.8% 65.71 NA 1.85 0.81
470 78.27 76.83 1.8% 56.90 NA 1.86 0.90
480 78.26 76.83 1.8% 62.20 NA 1.78 0.85
490 78.26 76.83 1.8% 70.14 NA 1.82 0.87
500 78.26 76.83 1.8% 83.58 NA 1.89 0.83

Table B.2: Concrete Dataset: Objective function value and times
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# trees Sino Stmorem  Opt- Gap (TNHSC? (Bi;rgisnelceal.) (Ul’\rII‘(i)I”}lEQM) (Prcd’.TiIrilleOpt.)
10 7.43 6.69 10.1% 19.03 430.14 0.09 0.05
20 7.45 6.60 11.5% 27.90 NA 0.17 0.14
30 7.42 6.74 9.2% 51.05 NA 0.33 0.17
40 7.42 6.77 8.8% 52.25 NA 0.39 0.21
50 7.41 6.76 8.8% 59.61 NA 0.38 0.18
60 7.38 6.75 8.5% 74.04 NA 0.51 0.22
70 7.37 6.65 9.8% 99.74 NA 0.55 0.27
80 7.38 6.63 10.1% 101.49 NA 0.76 0.34
90 7.36 6.72 8.7% 160.62 NA 0.81 0.30
100 7.37 6.69 9.2% 149.70 NA 0.85 0.31
110 7.37 6.67 9.4% 148.24 NA 0.85 0.36
120 7.36 6.68 9.3% 150.39 NA 0.93 0.36
130 7.36 6.71 8.9% 190.65 NA 1.18 2.57
140 7.36 6.69 9.1% 283.68 NA 1.12 0.47
150 7.36 6.69 9.1% 239.16 NA 1.13 0.49
160 7.37 6.70 9.0% 275.28 NA 1.32 0.55
170 7.37 6.69 9.3% 256.81 NA 1.30 0.53
180 7.37 6.70 9.2% 286.65 NA 2.00 0.67
190 7.37 6.71 8.9% 309.63 NA 1.44 0.71
200 7.37 6.71 9.0% 271.79 NA 1.62 0.77
210 7.38 6.72 9.0% 313.02 NA 1.64 0.80
220 7.38 6.70 9.2% 311.98 NA 1.74 0.87
230 7.38 6.72 8.9% 483.85 NA 1.97 0.74
240 7.37 6.77 8.1% 410.55 NA 1.70 0.66
250 7.38 6.76 8.4% 407.12 NA 1.78 0.74
260 7.37 6.76 8.3% 516.57 NA 1.83 0.78
270 7.37 6.77 8.2% 424.92 NA 1.91 0.78
280 7.37 6.76 8.3% 529.45 NA 2.14 0.84
290 7.37 6.77 8.2% 489.21 NA 2.28 0.96
300 7.37 6.78 8.1% 503.57 NA 2.44 0.93
310 7.37 6.77 8.1% 624.52 NA 2.68 1.01
320 7.37 6.78 8.0% 687.43 NA 2.75 1.21
330 7.37 6.76 8.3% 470.36 NA 2.82 1.20
340 7.37 6.76 8.3% 552.13 NA 2.63 1.06
350 7.36 6.75 8.3% 725.11 NA 3.00 1.17
360 7.36 6.75 8.3% 616.68 NA 3.02 1.32
370 7.36 6.75 8.2% 623.33 NA 3.28 1.22
380 7.36 6.76 8.2% 922.70 NA 3.11 1.21
390 7.36 6.75 8.2% 1044.48 NA 2.93 1.15
400 7.36 6.75 8.2% 989.18 NA 2.98 1.16
410 7.36 6.76 8.1% 1024.08 NA 3.10 1.24
420 7.36 6.76 8.1% 1026.23 NA 3.23 1.36
430 7.36 6.76 8.1% 1161.09 NA 3.31 1.54
440 7.36 6.77 8.0% 1256.51 NA 3.50 1.41
450 7.36 6.77 8.0% 1188.74 NA 3.43 1.44
460 7.36 6.77 8.0% 1196.92 NA 3.56 2.59
470 7.36 6.83 7.2% 828.52 NA 3.64 1.44
480 7.36 6.84 7.1% 1220.30 NA 3.54 1.49
490 7.36 6.80 7.6% 1255.77 NA 3.60 1.54
500 7.36 6.81 7.5% 1216.24 NA 4.83 1.54

Table B.3: Wine Dataset: Objective function value and times
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Approximation Level . g
10% 20% 30% 40% 50% 60% T70% 80% 90% MO TUMOTEM
10  -341 -341 -351 -1.66 060 1.02 1.09 1.16 1.16 1.16 1.16
20 414 -414 -344 -023 059 1.03 1.14 1.15 115 1.15 1.14
30 -4.30 -4.30 -3.40 -041 057 1.10 1.12 1.12 112 1.12 1.12
40 -4.26 -426 -3.24 -040 0.76 1.12 1.12 1.12 112 1.12 1.11
50 442 -4.42 -344 -0.69 0.83 1.02 1.12 1.12 1.12 1.12 1.11
60  -4.32 -4.32 -342 -0.61 106 1.11 1.12 1.12 112 1.12 1.11
70 421 -4.21 -3.31 -0.22 097 1.11 1.12 1.12 112 1.12 1.10
80  -4.23 -423 -335 -0.26 1.08 1.11 1.12 1.12 112 1.12 1.11
90  -4.31 -431 -4.04 -0.33 108 1.12 1.12 1.12 112 1.12 1.11
100 -4.41 -441 -413 -0.36 1.10 1.13 1.13 1.13 1.13 1.13 1.12
110  -4.43 -443 -3.76 -028 1.10 1.13 1.13 1.13 1.13 1.13 1.12
120  -4.46 -4.46 -3.44 -0.07 1.10 1.13 1.13 1.13 1.13 1.13 1.12
130 -4.52 -4.52 -4.08 0.13 1.08 1.13 1.13 1.13 1.13 1.13 1.12
140  -4.48 -448 -412 -023 1.07 112 113 1.13 1.13 1.13 1.12
150  -4.54 -454 -409 -023 1.10 1.11 1.13 1.13 1.13 1.13 1.12
160  -4.63 -4.63 -4.09 -0.14 1.09 1.11 1.13 1.13 1.13 1.13 1.11
170  -4.54 -454 -420 0.00 1.08 1.11 1.13 1.13 1.13 1.13 1.11
180  -4.51 -451 -420 0.04 1.09 112 113 1.13 1.13 1.13 1.11
190  -4.53 -453 -4.04 0.00 1.08 112 1.13 1.13 1.13 1.13 1.12
200 -4.50 -450 -4.05 -0.26 1.09 1.12 1.13 1.13 1.13 1.13 1.11
210  -4.41 -441 -407 0.10 1.09 1.12 1.12 112 1.12 1.12 1.11
220  -4.36 -4.36 -4.08 -0.38 1.11 1.12 1.12 1.12 112 1.12 1.11
230  -4.36 -4.36 -4.05 -0.35 1.11 1.12 1.12 112 112 1.12 1.11
240  -4.37 -4.37 -4.05 0.67 1.10 1.12 1.13 113 1.13 1.13 1.12
250  -4.41 -441 -4.06 055 1.10 1.12 1.13 1.13 1.13 1.13 1.12
260  -4.43 -443 -396 0.39 1.10 1.12 1.13 1.13 1.13 1.13 1.12
270 -4.40 -4.40 -3.95 041 1.09 1.11 1.13 113 1.13 1.13 1.12
280  -445 -445 -3.96 0.69 1.09 1.12 1.13 113 1.13 1.13 1.12
200  -448 -448 -394 045 1.07 1.12 1.13 113 1.13 1.13 1.12
300  -451 -451 -3.96 0.69 1.08 1.12 1.13 1.13 1.13 1.13 1.12
310  -449 -449 -394 065 1.09 1.12 1.12 112 112 1.12 1.12
320 -4.52 -452 -3.95 041 1.08 1.12 1.12 112 112 1.12 1.12
330  -4.55 -4.55 -3.63 0.41 1.09 1.13 1.13 1.13 1.13 1.13 1.11
340  -459 -459 -361 088 1.10 1.13 1.13 1.13 1.13 1.13 1.11
350 -4.58 -458 -3.61 0.83 1.10 1.13 1.13 1.13 1.13 1.13 1.11
360  -4.57 -457 -3.60 0.82 1.10 1.13 1.13 1.13 1.13 1.13 1.11
370  -4.57 -457 -0.66 0.75 1.12 1.13 1.13 1.13 1.13 1.13 1.11
380  -4.56 -456 -0.66 0.90 1.12 1.13 1.13 1.13 1.13 1.13 1.12
390 -454 -454 -0.67 0.83 1.2 1.13 1.13 1.13 1.13 1.13 1.11
400  -4.54 -454 -0.75 0.82 1.10 1.13 1.13 1.13 1.13 1.13 1.11
410  -4.57 -457 -0.73 094 1.1 1.13 1.13 1.13 1.13 1.13 1.12
420  -4.57 -457 -072 058 1.1 1.12 112 112 1.12 1.12 1.11
430  -4.58 -458 -0.64 0.83 1.1 1.12 1.13 1.13 1.13 1.13 1.11
440  -4.60 -4.60 -0.66 0.93 1.12 1.12 112 112 1.12 1.12 1.11
450  -4.60 -4.60 -0.66 0.57 1.12 1.12 112 112 1.12 1.12 1.11
460  -4.62 -4.62 -0.69 0.69 1.12 1.12 112 112 1.12 1.12 1.11
470 -4.61 -4.61 -0.66 0.61 1.12 1.12 112 1.12 1.12 1.12 1.11
480  -4.63 -4.63 -0.66 0.77 1.12 1.13 113 1.13 1.13 1.13 1.11
490  -4.61 -461 -0.64 096 1.12 1.12 112 1.12 1.12 1.12 1.11
500 -4.63 -4.63 -0.64 071 1.1 1.12 1.12 112 112 1.12 1.11

# trees

Table B.4: Solubility Dataset: Optimal objective found by [32]’s depth approximations
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Approximation Level . g
10% 20% 30% 40% 50% 60% T70% 80% 90% “MIO TUMOTEM
10 -3.05 -1.05 -0.33 041 0.75 0.75 0.75 099 1.12 1.16 1.16
20  -0.56 -0.07 -0.03 0.01 0.08 054 0.74 0.91 1.12 1.15 1.14
30 -0.86 -0.01 0.36 0.32 040 0.73 0.87 0.92 1.10 1.12 1.12
40  -044 0.20 049 056 063 096 NA 1.06 1.12 1.12 1.11
50  -0.48 -0.01 0.40 0.58 0.96 096 0.97 1.01 1.06 1.12 1.11
60  -0.60 -0.10 0.22 0.57 058 0.77 0.80 0.90 NA 1.12 1.11
70 -0.68 -0.10 0.13 NA 0.68 068 083 NA NA 1.12 1.10
80  -0.52 0.00 NA 0.69 1.00 1.00 1.00 1.05 1.09 1.12 1.11
90 -073 NA 038 060 NA NA NA NA NA 1.12 1.11
100 NA 020 047 062 NA NA NA NA NA 113 1.12
110 -089 -006 NA NA NA NA NA NA NA 1.13 1.12
120 0.09 060 072 0.8 NA NA NA NA NA 1.13 1.12
130 NA NA NA NA NA NA NA NA NA 113 1.12
140  -0.13 036 NA NA NA NA NA NA NA 113 1.12
150 NA NA NA NA NA NA NA NA NA 113 1.12
160 NA NA NA NA NA NA NA NA NA 113 1.11
170 041 NA NA NA NA NA NA NA NA 113 1.11
180 NA NA NA NA NA NA NA NA NA 113 1.11
190 -034 047 NA NA NA NA NA NA NA 1.13 1.12
200 NA 060 NA NA NA NA NA NA NA 113 1.11
210 NA NA NA NA NA NA NA NA NA 1.12 1.11
220 019 NA NA NA NA NA NA NA NA 1.12 1.11
230 NA NA NA NA NA NA NA NA NA 1.12 1.11
240 NA NA NA NA NA NA NA NA NA 1.13 1.12
250 NA NA NA NA NA NA NA NA NA 113 1.12
260 -007 NA NA NA NA NA NA NA NA 1.13 1.12
270 026 NA NA NA NA NA NA NA NA 1.13 1.12
280 023 NA NA NA NA NA NA NA NA 1.13 1.12
290 NA NA NA NA NA NA NA NA NA 113 1.12
300 NA NA NA NA NA NA NA NA NA 113 1.12
310 NA NA NA NA NA NA NA NA NA 1.12 1.12
320 NA NA NA NA NA NA NA NA NA 112 1.12
330 039 0.78 091 NA NA NA NA NA NA 113 1.11
340 NA NA NA NA NA NA NA NA NA 113 1.11
350 NA NA NA NA NA NA NA NA NA 113 1.11
360 NA NA NA NA NA NA NA NA NA 113 1.11
370 NA NA NA NA NA NA NA NA NA 113 1.11
380 NA NA NA NA NA NA NA NA NA 113 1.12
390 NA 08 NA NA NA NA NA NA NA 113 1.11
400 NA NA NA NA NA NA NA NA NA 113 1.11
410 NA NA NA NA NA NA NA NA NA 113 1.12
4200 037 NA NA NA NA NA NA NA NA 112 1.11
430 NA NA NA NA NA NA NA NA NA 113 1.11
440 070 NA NA NA NA NA NA NA NA 112 1.11
450 056 NA NA NA NA NA NA NA NA 112 1.11
460 NA NA NA NA NA NA NA NA NA 1.12 1.11
470 070 NA NA NA NA NA NA NA NA 112 1.11
480 NA NA NA NA NA NA NA NA NA 113 1.11
490 064 NA NA NA NA NA NA NA NA 112 1.11
500 NA NA NA NA NA NA NA NA NA 112 1.11

# trees

Table B.5: Solubility Dataset: Optimal objective found by [33]’s sample approximations
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Approximation Level

OO 0or 20%  30%  40%  50% 60% T0% 80% 90% Mo Sumoreu
10 ~ 5135 51.35 3389 6595 5553 70.38 7548 78.62 78.62  78.62
20 - 5594 5594 6207 65.94 6357 77.56 T77.56 78.49 7849  77.01
30 - 5530 5530 6294 67.19 73.15 77.76 77.76 78.39 7839  76.75
40 - 5741 5741 63.60 69.63 76.59 78.32 78.32 78.32 7832  76.91
50 - 5637 56.37 6342 63.69 76.03 78.36 78.36 78.36 78.36  77.12
60 - 5538 5538 63.60 73.86 76.71 78.23 7823 7823 7823  76.92
70 - 5419 5419 66.16 72.03 7648 78.30 78.30 7830 78.30  76.93
80 - BA11 5411 62.02 73.71 7814 7829 7829 7829 7829  76.64
90 ~ 5456 5456 6198 73.94 75.86 78.27 7827 7827 7827  76.75
100 -~ 5397 5397 6423 77.81 7825 78.25 7825 7825 7825  76.83
110 T 5442 5442 6428 77.00 7828 7828 7828 7828 7828  76.30
120 _ 5439 5439 63.86 76.84 7811 78.23 7823 7823 7823  76.73
130 _ 5470 5470 6358 7552 7811 7821 7821 7821 7821  76.69
140 - 5408 5408 63.14 7581 78.14 7814 7814 78.14 7814  76.54

150 53.84 53.84 4836 61.54 7811 7811 7811 7811 7811 78.11 76.61
160 53.78 53.78 4843 63.18 78.03 78.18 7818 78.18 78.18 78.18 76.65
170 53.71 53.71 48.57 65.55 78.10 78.18 7818 7818 7818 T78.18 76.68
180 53.97 53.97 4853 65.74 78.01 7819 7819 7819 7819 T78.19 76.71
190 54.06 54.06 48.52 65.98 78.10 7821 7821 7821 7821 78.21 76.79
200 53.94 53.94 4852 62.79 78.09 7821 7821 7821 7821 78.21 76.78
210 53.88 53.88 48.70 6292 78.09 7821 7821 7821 7821 78.21 76.83
220 53.77 53.77 48.72 6251 7812 7823 7823 7823 7823 78.23 76.89
230 53.85 53.85 4891 65.13 78.18 7824 7824 7824 7824 7824 76.86
240 53.93 53.93 48.67 65.03 7815 7825 7825 7825 7825 T78.25 76.90
250 53.96 53.96 48.53 62.93 78.16 7822 7822 7822 7822 T78.22 76.77
260 54.21 54.21 4848 62.66 78.13 7823 7823 7823 7823 78.23 76.82
270 54.28 54.28 4850 62.38 7817 7821 7821 7821 7821 7821 76.76
280 54.38 54.38 48.41 63.05 7818 7821 7821 7821 7821 7821 76.76
290 54.54 54.54 4241 61.56 7822 7822 7822 7822 7822 T78.22 76.72
300 54.39 54.39 4227 6248 7820 7820 7820 7820 7820 78.20 76.72
310 54.46 54.46 4237 61.20 78.18 7821 7821 7821 7821 78.21 76.70
320 54.47 54.47 4243 61.54 7819 7822 7822 7822 7822 T78.22 76.74
330 54.40 54.40 4245 62.57 7821 7824 7824 7824 7824 7824 76.76
340 54.81 54.81 61.48 62.33 7821 7824 7824 7824 7824 7824 76.77
350 54.60 54.60 61.38 62.26 78.24 7824 7824 7824 7824 7824 76.73
360 54.75 54.75 61.38 76.42 7815 78.26 78.26 78.26 78.26 78.26 76.78
370 54.48 54.48 49.24 75.18 7820 7826 7826 78.26 7826 78.26 76.81
380 54.32 54.32 53.78 75.20 7820 7826 7826 78.26 7826 78.26 76.80
390 54.16 54.16 51.97 63.88 78.13 7825 7825 7825 7825 T78.25 76.79
400 54.16 54.16 50.50 63.82 78.15 7826 7826 78.26 7826 78.26 76.72
410 54.19 54.19 50.49 63.87 78.08 7827 7827 7827 7827 78.27 76.75
420 54.17 54.17 51.80 75.05 78.08 78.26 78.26 78.26 78.26 78.26 76.76
430 54.10 54.10 51.04 62.70 78.13 78.24 7824 7824 7824 7824 76.76
440 54.24 54.24 5193 64.80 7814 7824 7824 7824 7824 7824 76.78
450 54.28 54.28 51.03 63.89 7815 7825 7825 7825 7825 T78.25 76.80
460 54.43 54.43 51.11 7452 7816 7826 7826 78.26 7826 78.26 76.83
470 54.39 54.39 55.25 T4.53 7817 7827 7827 7827 7827 7827 76.83
480 54.45 54.45 51.82 7541 7817 7826 7826 78.26 7826 78.26 76.83
490 54.33 54.33 54.70 7538 7817 7826 7826 78.26 78.26 78.26 76.83
500 54.34 54.34 54.68 76.22 7816 78.26 78.26 78.26 78.26 78.26 76.83

Table B.6: Concrete Dataset: Optimal objective found by [32]’s depth approximations
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Approximation Level g g
10%  20% 30% 40% 50% 60% 70% 80% 90% MO “UMOTEM
10 73.73 73.73 73.70 7548 7548 75.48 78.62 7862 78.62 78.62  78.62
20 7149 71.53 73.62 75.71 7571 7571 7849 7849 7849 7849  77.01
30 62.40 68.55 75.03 75.07 7481 77.74 T7.74 7774 7839 7839  76.75
40 72.16 72.16 75.00 77.39 77.88 77.53 77.83 77.83 78.32 7832  76.91
50 70.17 7450 74.75 75.62 77.44 78.36 78.36 78.36 78.36 7836  77.12
60 72,56 75.32 76.27 75.95 7595 75.95 77.51 7823 7823 7823  76.92
70 65.21 73.00 76.97 78.02 78.02 78.02 7830 7830 7830 7830  76.93
80 74.32 7576 77.06 76.59 76.90 77.82 77.82 7829 7829 7829  76.64
90 73.48 76.37 78.00 78.00 77.47 78.00 78.00 78.00 78.00 7827  76.75
100 71.86 75.14 77.27 7727 78.01 77.64 77.88 7825 7825 7825  76.83
110  73.88 77.78 7828 78.28 7828 7828 7828 7828 7828 7828  76.80
120  74.81 76.00 77.13 77.33 78.11 7823 7823 7823 7823 7823  76.73
130 77.92 77.92 77.92 77.92 77.92 77.92 7811 7821 7821 7821  76.69
140  67.59 75.88 77.87 77.87 78.04 78.04 78.04 7814 7814 7814  76.54
150  76.01 77.27 77.95 7795 77.95 7811 7811 7811 7811 7811  76.61
160  75.63 77.94 77.94 7794 7794 77.94 7803 78.03 78.18 7818  76.65
170 77.13 77.96 78.04 78.04 78.04 78.18 7818 NA NA 7818  76.68
180  74.28 7811 7819 7819 78.19 7819 7819 7819 NA 7819  76.71
190  77.81 78.09 78.09 78.09 78.09 78.09 78.09 78.09 NA 7821  76.79
200  71.93 78.08 7821 7821 7821 7821 7821 7821 7821 7821  76.78
210 77.80 7767 73809 NA NA 7809 NA NA NA 7821  76.83
220  77.33 78.06 78.06 78.17 78.17 7817 7823 7823 7823 7823  76.89
230 77.44 78.07 78.07 78.07 78.07 7818 7824 7824 7824 7824  76.86
240 76.74 78.09 78.09 78.09 78.19 78.19 7825 7825 7825 7825  76.90
250  76.80 77.68 77.96 78.16 78.16 7816 NA NA NA 7822  76.77
260  77.24 7749 7808 7770 NA NA NA NA NA 7823  76.82
270 7757 7804 NA 78.04 7804 7804 NA NA NA 7821  76.76
280 7599 76.72 77.97 7797 NA NA 7821 NA NA 7821  76.76
200  77.04 7814 7814 7814 NA NA 7818 NA NA 7822  76.72
300 76.82 7812 78.12 7812 7812 NA 7812 7820 7820 7820  76.72
310 7743 7750 78.06 78.06 7821 7821 7821 NA NA 7821  76.70
320 7748 78.05 7819 7819 7819 NA NA NA NA 7822  76.74
330 75.62 7807 7821 NA NA NA NA NA NA 7824  76.76
340 7642 7700 NA NA NA 7821 NA NA NA 7824  76.77
350 7723 7729 7815 7815 NA 7824 NA NA NA 7824  76.73
360  77.92 NA 7792 7810 NA NA NA NA NA 7826  76.78
370 7691 7820 7820 7820 NA NA NA NA NA 7826  76.81
380  77.11 7805 78.05 7805 NA NA NA NA NA 7826  76.80
390  77.63 77.63 78.03 7819 NA NA NA NA 7825 7825  76.79
400 7740 77.84 78.00 7800 NA NA NA NA NA 7826 @ 76.72
410 7743 7801 78.01 7817 7827 NA NA NA NA 7827  76.75
420  76.66 78.05 7810 NA NA NA NA NA NA 7826  76.76
430 76.90 78.04 78.04 78.09 7824 7824 NA NA NA 7824  76.76
440 77.07 7819 7824 7824 NA NA NA NA NA 7824  76.78
450 7750 7820 7820 NA NA NA NA NA NA 7825  76.80
460 7774 7779 78.03 7809 NA  NA NA NA NA 7826  76.83
470 77.98 7798 7827 7827 NA NA NA NA NA 7827  76.83
480 7785 NA 7822 7822 NA NA NA NA NA 7826  76.83
490 7822 NA 7822 NA NA NA NA 7826 NA 7826  76.83
500  77.37 7798 7813 7821 7821 7821 NA NA NA 7826  76.83

# trees

Table B.7: Concrete Dataset: Optimal objective found by [33]’s sample approximations
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Approximation Level " g
10% 20% 30% 40% B50% 60% T70% 80% 90% ~MIO  “~UMOTEM
10 6.02 6.02 6.03 599 585 7.21 7.38 7.43 7.43 743 6.69
20 587 5.87 599 621 6.74 7.30 7.39 7.45 7.45 745 6.60
30 564 5.64 525 6.39 6.80 7.35 7.38 7.42 7.42 7.42 6.74
40 565 5.65 543 594 7.02 731 742 742 742 742 6.77
50 565 5.65 547 6.19 6.96 7.34 7.41 7.41 741 741 6.76
60 557 5.57 556 6.55 7.05 7.34 7.35 7.38 7.38 7.38 6.75
70 556 5.56 5.60 6.54 T7.18 7.29 7.36 7.36 7.37 7.37 6.65
80 559 559 564 650 6.97 7.28 7.37 7.37 7.38 7.38 6.63
90 554 554 563 640 723 729 734 736 7.36 7.36 6.72
100 551 551 554 574 723 735 7.35 7.37 7.37 737 6.69
110 551 5.51 554 6.46 7.02 7.32 7.36 7.37 7.37 71.37 6.67
120 552 552 592 648 6.86 7.33 7.36 7.36 7.36 7.36 6.68
130 550 550 595 6.85 7.21 7.36 7.36 7.36 7.36 7.36 6.71
140 551 551 6.57 6.64 7.30 7.36 7.36 7.36 7.36 7.36 6.69
150 550 550 6.13 695 7.19 7.36 7.36 7.36 7.36 7.36 6.69
160 552 552 6.53 7.00 7.33 7.37 7.37 7.37 737 7.37 6.70
170 549 549 6.29 6.79 7.29 7.37 7.37 7.37 737 7.37 6.69
180 550 5.50 6.30 6.98 7.29 7.37 7.37 7.37 7.37 7.37 6.70
190 549 549 6.32 6.88 7.26 7.37 7.37 7.37 7.37 737 6.71
200 552 552 584 6.70 7.30 7.37 7.37 7.37 7.37 7.37 6.71
210 552 552 622 693 734 7.37 7.37 738 7.38 7.38 6.72
220 552 552 625 7.08 7.32 7.38 7.38 7.38 7.38 7.38 6.70
230 553 553 641 7.07 7.35 7.38 7.37 7.38 7.38 7.38 6.72
240 552 552 6.53 6.78 7.34 7.37 7.37 737 737 7.37 6.77
250 553 5.53 6.40 7.17 7.32 7.38 7.37 7.38 7.38 7.38 6.76
260 554 554 628 7.16 7.35 7.37 7.37 7.37 7.37 7.37 6.76
270 555 555 6.17 7.8 7.35 7.37 7.37 7.37 737 7.37 6.77
280 556 5.56 621 7.10 7.35 7.37 7.37 7.37 737 7.37 6.76
290 556 556 6.39 7.20 7.36 7.37 7.37 7.37 737 7.37 6.77
300 554 554 639 7.17 736 7.35 7.37 7.37 737 7.37 6.78
310 555 5.55 649 7.17 7.36 7.37 7.37 7.37 71.37 71.37 6.77
320 555 555 580 7.21 7.28 7.37 7.37 7.37 737 7.37 6.78
330 555 5.55 6.17 7.23 7.30 7.37 7.37 7.37 737 7.37 6.76
340 555 555 6.02 7.21 7.32 7.37 7.37 737 737 7.37 6.76
350 555 555 623 721 736 7.36 7.36 7.36 7.36 7.36 6.75
360 555 5.55 622 720 7.35 7.35 7.36 7.36 7.36 7.36 6.75
370 554 554 595 720 7.34 736 7.36 7.36 7.36 7.36 6.75
380 555 555 6.10 7.20 7.35 7.36 7.36 7.36 7.36 7.36 6.76
390 554 554 634 711 732 736 7.36 7.36 7.36 7.36 6.75
400 554 554 639 7.0 7.36 7.36 7.36 7.36 7.36  7.36 6.75
410 554 554 638 7.05 7.35 7.36 7.36 7.36 7.36 7.36 6.76
420 553 553 598 6.82 7.34 7.36 7.36 7.36 7.36 7.36 6.76
430 554 554 619 7.25 7.34 734 736 7.36 7.36  7.36 6.76
440 553 553 6.16 7.24 734 734 736 7.36 7.36 7.36 6.77
450 553 553 555 7.19 7.34 7.36 7.36 7.36 7.36 7.36 6.77
460 553 553 6.16 7.19 7.31 7.35 7.36 7.36 7.36 7.36 6.77
470 553 553 6.02 7.25 7.35 7.36 7.36 7.36 7.36 7.36 6.83
480 553 553 6.06 7.24 735 7.36 7.36 7.36 7.36 7.36 6.84
490 553 553 625 7.26 7.34 736 7.36 7.36 7.36 7.36 6.80
500 5.53 5.53 6.05 7.26 7.33 7.35 7.36 7.36 7.36 7.36 6.81

# trees

Table B.8: Wine Dataset: Optimal objective found by [32]’s depth approximations
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Approximation Level . g
10% 20% 30% 40% B50% 60% T70% 80% 90% ~MIO  “~UMOTEM
10 6.16 6.50 7.17 7.39 7.26 7.40 740 7.40 7.40 7.43 6.69
20 6.56 7.01 7.04 7.29 729 729 745 745 745 745 6.60
30 6.81 7.09 7.09 7.37 7.37 737 738 741 NA 742 6.74
40 6.99 6.96 7.03 7.21 729 7.37 7.37 7.39 7.40 7.42 6.77
50 693 7.20 NA 730 736 734 NA NA NA 741 6.76
60 706 712 721 728 729 735 735 NA NA 7.38 6.75
70 712 723 719 NA 725 730 733 NA NA 7.37 6.65
80 708 7.23 727 728 731 732 736 7.36 NA 7.38 6.63
90 700 714 727 728 NA NA NA NA NA 736 6.72
100 NA 717 719 NA 727 734 NA NA NA 737 6.69
110 696 NA NA NA NA NA NA NA NA 737 6.67
120 691 7.25 7.30 7.32 7.33 734 NA NA NA 736 6.68
130 NA NA NA NA NA NA NA NA NA 736 6.71
140 710 NA NA NA NA NA NA NA NA 736 6.69
150 705 NA NA NA NA NA NA NA NA 736 6.69
160 NA 729 NA NA NA NA NA NA NA 737 6.70
170  NA NA NA NA NA NA NA NA NA 737 6.69
180 719 NA NA NA NA NA NA NA NA 737 6.70
190 NA NA NA NA NA NA NA NA NA 737 6.71
200 714 NA NA NA NA NA NA NA NA 737 6.71
210 709 NA NA NA NA NA NA NA NA 738 6.72
220 719 NA NA NA NA NA NA NA NA 738 6.70
230 NA NA NA NA NA NA NA NA NA 738 6.72
240 NA NA NA NA NA NA NA NA NA 737 6.77
250 NA NA NA NA NA NA NA NA NA 738 6.76
260 NA NA NA NA NA NA NA NA NA 737 6.76
270 NA NA NA NA NA NA NA NA NA 737 6.77
2800 NA NA NA NA NA NA NA NA NA 737 6.76
200 NA NA NA NA NA NA NA NA NA 737 6.77
3000 NA NA NA NA NA NA NA NA NA 737 6.78
310 NA NA NA NA NA NA NA NA NA 737 6.77
320 NA NA NA NA NA NA NA NA NA 737 6.78
330 NA NA NA NA NA NA NA NA NA 737 6.76
30 NA NA NA NA NA NA NA NA NA 737 6.76
350 NA NA NA NA NA NA NA NA NA 736 6.75
360 NA NA NA NA NA NA NA NA NA 736 6.75
370 NA NA NA NA NA NA NA NA NA 736 6.75
330 NA NA NA NA NA NA NA NA NA 736 6.76
300 NA NA NA NA NA NA NA NA NA 736 6.75
400 NA NA NA NA NA NA NA NA NA 7.36 6.75
410 NA NA NA NA NA NA NA NA NA 736 6.76
4200 NA NA NA NA NA NA NA NA NA 7.36 6.76
430 NA NA NA NA NA NA NA NA NA 7.36 6.76
440 NA NA NA NA NA NA NA NA NA 7.36 6.77
450 NA NA NA NA NA NA NA NA NA 7.36 6.77
460 NA NA NA NA NA NA NA NA NA 7.36 6.77
470 NA NA NA NA NA NA NA NA NA 7.36 6.83
480 NA NA NA NA NA NA NA NA NA 736 6.84
490 NA NA NA NA NA NA NA NA NA 7.36 6.80
500 NA NA NA NA NA NA NA NA NA 736 6.81

# trees

Table B.9: Wine Dataset: Optimal objective found by [33]’s sample approximations
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Approximation Level

10% 20% 30% 40% 50% 60% 70% @ 80% 90%

10 826 7.18 899 7.83 849 872 879 892 9.01

20 735 746 826 833 11.22 9.51 9.83 10.11 10.21
30 763 7.74 862 9.09 1221 11.01 12.54 1241 12.23
40 7.80 9.00 9.07r 9.57 11.81 13.31 17.56 17.61 18.92
50 10.08 9.99 11.37 12.00 16.85 1890 13.54 19.09 22.22
60 8.87 1049 1146 1299 16.61 19.48 15.81 19.57 17.64
70 877 10.51 10.28 13.86 17.74 24.36 19.38 22.86 1849
80 9.30 11.03 10.37 12.40 20.82 20.04 20.93 21.37 18.45
90 11.19 9.13 11.86 14.80 20.39 26.00 22.78 23.67 22.27
100 9.07 11.14 12.77 13.18 23.31 2729 27.06 23.20 25.07
110 9.62 11.41 10.89 16.09 21.41 23.09 23.73 2645 22.38
120 11.59  9.70 11.48 2345 24.44 2560 2547 24.83 24.57
130 9.64 10.04 11.71 22.85 27.23 26.31 39.99 2791 29.54
140 10.05 10.35 11.96 18.78 23.81 3247 32.37 31.23 31.71
150 10.50 10.51 12.66 17.04 27.55 34.45 30.38 43.17 43.03
160 10.40 10.94 12.99 17.94 27.42 30.08 34.00 34.28 32.21
170 10.53 12.19 13.95 19.33 31.76 33.88 39.85 38.89 42.15
180 11.64 12.61 14.28 18.06 33.64 33.90 38.84 38.60 42.53
190 11.65 11.68 13.78 21.10 32.16 34.24 48.23 44.50 44.78
200 11.54 11.87 14.11 24.34 36.15 43.87 40.69 46.30 50.71
210 11.72 12.00 13.94 21.91 32.98 43.60 42.73 43.65 52.35
220 12.19 11.98 14.67 21.57 39.83 46.90 41.12 49.31 51.39
230 12.03 12.73 15.86 20.57 40.37 45.09 54.88 53.86 53.99
240 12.37 12.62 14.64 36.72 43.23 41.18 43.38 42.80 49.34
250 12.06 12.29 15.21 41.51 40.13 47.55 45.59 49.17 49.33
260 12.42 1279 15.07 39.70 50.62 45.74 54.08 54.91 61.25
270 12.38 12.75 15.79 40.72 44.43 4391 49.51 50.08 50.59
280 12.31 1270 16.45 46.51 42.42 50.08 51.88 54.99 57.26
290 12.83 1295 17.08 57.54 47.98 4561 49.64 57.18 53.30
300 12.92 13.20 16.92 44.95 44.42 4520 64.61 67.33 71.06
310 13.00 13.21 17.31 44.03 52.99 57.07 53.90 55.43 58.15
320 13.18 14.25 18.44 44.37 52.07 65.58 53.40 55.64 58.59
330 14.61 13.78 18.61 53.47 50.48 61.46 58.42 72.71 73.08
340 14.01 1524 18.74 32.83 45.56 64.23 69.42 63.27 61.66
350 14.59 14.58 19.46 55.35 49.72 64.42 7593 65.21 69.12
360 14.66 15.02 19.23 47.65 43.43 50.55 63.95 75.56 61.29
370 15.58 14.44 22.33 47.63 b51.15 65.62 77.89 76.68 82.06
380 14.77 1517 23.25 38.07 55.52 65.64 62.12 66.98 77.63
390 15.15 16.61 22.97 51.44 6293 71.36 6543 7522 82.16
400 14.82 1579 27.24 66.51 60.44 6556 64.69 68.81 81.27
410 15.10 15,55 27.23 58.02 60.04 65.58 63.78 68.57 76.29
420 16.89 15.67 27.43 90.59 59.58 68.67 71.95 68.77 77.13
430 15.73 16.01 24.62 56.51 66.82 74.09 84.21 81.18 86.87
440 15.79 1596 27.22 70.87 68.87 66.62 77.91 81.28 91.12
450 16.20 15.70 27.22 8577 66.23 82.14 80.92 85.82 91.77
460 17.25 16.24 25.89 6839 71.14 7582 84.99 90.42 99.12
470 16.25 16.97 25.87 67.02 68.38 73.53 85.07 91.06 92.99
480 16.80 16.56 25.46 50.17 77.88 88.44 79.00 85.18 89.73
490 17.26  16.96 25.25 61.13 77.32 77.87 80.73 93.46 95.70
500 17.75 17.65 26.53 87.48 72.85 81.31 87.43 103.66 112.63

# trees

Table B.10: Solubility Dataset: Runtimes of [32]’s depth approximations
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# trees

Approximation Level

10% 20% 30% 40% 50% 60% 70% 80% 90%
10 9.67 11.15 24.80 28.60 48.48 54.42 93.93  104.58 135.03
20 11.83 36.71 78.29  129.21 156.59  226.79  250.10  246.63  255.36
30 13.37 73.11 99.52  210.86 236.17 246.60 532.12 51848  825.85
40 50.50 78.12 21779 27845 367.86 375.55 NA 814.44 1027.44
20 16.17 17143 25270  307.00 324.22 680.97 1209.57 1055.21 1334.71
60 16.65  102.78 175.06  212.08 23549 1162.65 1281.80 1833.20 NA
70 67.40  111.99 485.61 NA 1234.45 1016.78 3750.17 NA NA
80 30.58  333.40 NA 903.64 1018.15 1525.14 1860.83 2398.59 2922.37
90 217.02 NA 725.11  829.09 NA NA NA NA NA
100 NA 1223.45 2367.50 2886.98 NA NA NA NA NA
110 81.69  453.46 NA NA NA NA NA NA NA
120 306.31  625.72 1159.73 1673.34 NA NA NA NA NA
130 NA NA NA NA NA NA NA NA NA
140 61.23  629.63 NA NA NA NA NA NA NA
150 NA NA NA NA NA NA NA NA NA
160 NA NA NA NA NA NA NA NA NA
170 37.93 NA NA NA NA NA NA NA NA
180 NA NA NA NA NA NA NA NA NA
190 133.44  544.48 NA NA NA NA NA NA NA
200 NA 808.31 NA NA NA NA NA NA NA
210 NA NA NA NA NA NA NA NA NA
220 104.92 NA NA NA NA NA NA NA NA
230 NA NA NA NA NA NA NA NA NA
240 NA NA NA NA NA NA NA NA NA
250 NA NA NA NA NA NA NA NA NA
260 312.45 NA NA NA NA NA NA NA NA
270 341.87 NA NA NA NA NA NA NA NA
280 956.86 NA NA NA NA NA NA NA NA
290 NA NA NA NA NA NA NA NA NA
300 NA NA NA NA NA NA NA NA NA
310 NA NA NA NA NA NA NA NA NA
320 NA NA NA NA NA NA NA NA NA
330 702.80 1773.14 2138.75 NA NA NA NA NA NA
340 NA NA NA NA NA NA NA NA NA
350 NA NA NA NA NA NA NA NA NA
360 NA NA NA NA NA NA NA NA NA
370 NA NA NA NA NA NA NA NA NA
380 NA NA NA NA NA NA NA NA NA
390 NA 5974.07 NA NA NA NA NA NA NA
400 NA NA NA NA NA NA NA NA NA
410 NA NA NA NA NA NA NA NA NA
420 2594.10 NA NA NA NA NA NA NA NA
430 NA NA NA NA NA NA NA NA NA
440 1600.20 NA NA NA NA NA NA NA NA
450 3422.48 NA NA NA NA NA NA NA NA
460 NA NA NA NA NA NA NA NA NA
470 740.43 NA NA NA NA NA NA NA NA
480 NA NA NA NA NA NA NA NA NA
490 713.00 NA NA NA NA NA NA NA NA
500 NA NA NA NA NA NA NA NA NA

Table B.11: Solubility Dataset: Runtimes of [33]’s sampling approximations
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Approximation Level

S 000 20%  30% 0%  50%  60% T0% 80%  90%
10 729 702 760 742 7.94 799 8.14 856
20 - 732 697 770 798 7.90 10.11 10.29 11.44
30 - 732 702 772 816 826 921 949 924
40 - 709 736 789  7.97 9.00 1022 1021 10.57
50 - 707 754 798 841 10.19 10.61 10.79 11.44
60 - 743 757 799 984 1072 11.37 11.62 11.87
70 - 744 732 855 987 10.83 13.73 12.80 12.90
80 - 724 731 821 1001 1142 13.09 12.80 13.16
90 - 740 753 837 11.07 11.20 13.04 13.68 14.04
100 - 753 758 858 10.89 11.88 14.01 14.63 14.90
110 766 742 898 11.30 11.87 14.23 1558 15.97
120 - 743 755 855 1241 1350 15.38 18.10 16.65
130 - 759 762 873 12.97 13.82 15.83 17.08 17.50
140 746  7.68 893 1386 14.92 18.03 1847 18.12

150 737 752 867 1344 16.13 18.80 21.16 20.40 21.46
160 7.65 7.60 9.22 15.05 1598 19.56 21.73 21.54 21.69
170 738 791 917 12,64 17.15 21.69 20.70 21.27 20.79
180 755 756 932 1477 1717 20.13 21.48 2249 22.05
190 735 770 939 1886 17.84 21.57 24.09 23.03 22.93
200 736 793 957 1554 19.06 25.62 23.88 26.26 27.02
210 762 7.84 958 1542 20.81 22.77 24.68 24.62 25.32
220 752 774 9.74 1415 18.64 2741 2701 26.14 26.10
230 759 779 10.81 18.02 20.58 31.06 29.40 26.86 29.61
240 757 892 994 1834 2472 2788 31.72 30.64 28.84
250 8.61 795 10.85 17.03 21.87 26.71 30.77 29.39 2947
260 7.73 843 11.33 1596 23.62 29.25 32.57 33.38 35.78
270 826 829 10.32 21.95 2243 27.84 30.61 30.97 31.38
280 773 814 11.02 19.61 2524 28.61 31.84 3490 35.23
290 769 821 10.63 17.90 25.53 29.73 3549 33.15 33.51
300 782 813 11.58 18.16 23.60 32.32 36.07 39.13 41.65
310 7.81 9.05 10.88 2494 2783 31.61 36.98 35.13 36.74
320 775 870 1098 27.05 27.85 37.72 3533 3548 35.95
330 7.85 819 11.05 21.21 25.09 33.39 39.03 36.70 37.74
340 8.84 820 11.72 23.75 28.72 41.75 4148 39.38 43.21
350 7.86 9.49 11.79 23.08 31.85 36.94 38.25 46.89 44.54
360 9.14 848 1048 21.53 27.60 36.12 47.16 45.42 45.43
370 8.12 830 14.20 2298 27.78 44.29 47.12 46.24 49.69
380 793 953 12,64 20.39 3099 4542 40.96 50.33 51.22
390 9.27 9.70 11.78 28.02 30.14 43.51 5249 48.88 54.00
400 942 916 13.19 2477 32.83 44.92 52777 49.55 54.28
410 949 840 13.37 2559 31.39 40.48 4890 50.85 54.21
420 941 844 11.83 31.61 31.09 46.38 50.96 52.13 52.50
430 8.22 893 12.03 35.12 31.76 4283 51.70 53.60 53.44
440 813 8.65 12.12 31.37 3740 47.77 5243 59.80 55.68
450 10.01 856 1232 31.52 3293 44.03 54.05 55.72 56.14
460 8.22 874 1240 2751 33.85 49.85 55.88 5H6.85 5H7.48
470 838 879 1243 2420 34.74 5258 56.74 5791 5894
480 837 9.37 1264 30.24 3530 5241 58.39 60.95 61.97
490 9.14 879 1270 29.94 37.68 53.06 61.57 64.08 60.63
500 9.52 10.12 12.85 28.80 39.65 49.64 60.05 60.63 64.04

Table B.12: Concrete Dataset: Runtimes of [32]’s depth approximations
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Approximation Level

rees a0 909 30% 40% 50% 60% 70% 80% 90%
10 873 926 13.33 1247  13.78 1450 1157 1532  15.82
20 11.27 985 1138  17.33  17.00  19.11  13.65  17.38  17.85
30 995 1459  13.85 1749 2442 2255 2671 2472 27.83
40 1344 1332 1683 2499 2171  23.02 2457  27.63  44.67
50 10.87 1831 1955  23.04 2434 2631 4524 3921 4841
60 11.36 1612 19.59  40.74  135.18 110.60 118.87 128.19 105.39
70 2230  17.66  28.00 3671  51.90 5297  72.25  140.85 186.74
80 10.52  28.65 4223 11294  47.93 9289 15591 139.26  97.63
90 16.93 2006 2530  64.33  79.10  118.13 19559 101.65  266.98
100 1814  27.15 3536 4752 11625 177.16 130.24 17846 275.86
110 19.35 2722 5597  43.08  56.13  58.67 100.82 9879  300.99
120 2350  49.76  70.12  69.71  173.02  86.05 7651  257.33  330.32
130 1814 3810  78.64 7260  60.68 170.01 166.30 316.08  449.87
140 16.62 2857 118.89 9445  203.92 196.19 484.79 38272  529.71
150 20.75 8091  67.59  127.02 819.20 1347.97 1306.40 1679.08 2328.01
160 20.27 4822 8949  166.07 289.01 287.91 304.07 568.99  559.94
170 19.95 29580 726.91 85273 1148.62 1519.99 1883.67 NA NA
180 2448  50.66  99.30  165.60 268.71 1902.40 1881.57 2490.90 NA
190 24.53  106.95 835.14 1044.39 1483.80 1791.81 2248.39 2876.57 NA
200 27.92  53.86 121.37 196.75 467.20 551.70  397.89  796.17 3189.27
210  198.82 44127 102573 NA NA  2080.16 NA NA NA
220 2225 7878  88.60 179.81 494.87 671.88 651.35 1138.80 1388.76
230 30.35  51.83 33546 43649 71524  897.72 1220.37 1220.83 3761.16
240 3317 21254  283.33  537.31  743.35 1023.56 1018.66 1544.26 2078.70
250 3046 114.09 203.79  364.76  309.49 640.69  NA NA NA
260 6391 119.80 174.80 1188.12 NA NA NA NA NA
270 63.17 197.64  NA  1811.23 2008.74 2218.59  NA NA NA
280 4191 169.41 254.46 469.84  NA NA 329656 NA NA
2090 4143 103.01 29151 171885 NA NA 348851 NA NA
300 39.94 11215 186.10 599.71  956.47  NA  1841.03 2631.08 4814.39
310 48.64 12482 32517 598.14 1014.85 1224.01 115491 NA NA
320 73.24  263.72 31520 786.04 1007.63  NA NA NA NA
330 5146 102128 1527.57 NA NA NA NA NA NA
340 66.17 34314  NA NA NA 356353 NA NA NA
350  153.84 349.15 42830 92857  NA  1520.00 NA NA NA
360 46443 NA  1648.78 2246.87 NA NA NA NA NA
370 14349 405.09 744.16 2328.35 NA NA NA NA NA
380 59.62  296.92 529.75 71744  NA NA NA NA NA
390 510.95 1083.23 1372.90 2960.74  NA NA NA NA  7055.02
400 9551  231.87 589.37 281848  NA NA NA NA NA
410 48.94 351.90 366.05 986.29 149857 NA NA NA NA
420 110.06 35871 1016.11  NA NA NA NA NA NA
430 136.36  414.48 1041.15 1071.61 1835.11 222255 NA NA NA
440 18471 14350 557.92 1006.94  NA NA NA NA NA
450 14440 689.40 116570  NA NA NA NA NA NA
460 7551  349.55 647.03 134726  NA NA NA NA NA
470 130.04 48845 591.98 1191.30  NA NA NA NA NA
480 16273 NA  1086.74 1572.86 NA NA NA NA NA
490 706,72 NA 204895 NA NA NA NA  6791.25 NA
500 250.88 1230.94 2090.88 3037.14 3956.66 5693.66  NA NA NA

Table B.13: Concrete Dataset: Runtimes of [33]’s sampling approximations
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Approximation Level

S gt 20%  30%  40%  50%  60%  70% 80% 90%
10 746 781 924 833 893 863 993  21.13 2831
20 710 889 7.75 828 942 1834 2086  17.05  29.64
30 817 841 867 821 1596 34.84 4348 5526  48.99
40 755 893 988 11.04 1954 36.74 5944 5218  53.13
50 877 842 883 10.03 1839 4531  66.07  49.15  61.97
60 921 834 909 10.65 3340 4335 8020  90.60  79.89
70 833 9.05 947 10.12 29.86 8501 12828  81.05  93.06
80 820 9.01 923 1250 4233 11452 12250 111.48  108.06
90 881 898 950 11.67 3215 71.29 15820 13551  162.28
100 884 826 988 11.20 47.65 84.32 177.97 10409 136.22
110 893 859 1039 10.61 47.37 87.08 12547 187.03 153.24
120 863 7.89 850 11.60 36.60 129.00 127.43 152.27 199.19
130 871 824 10.08 18.88 9951 15550 176.60 205.97 178.34
140 896 857 10.02 20.88 66.42 23507 210.07 19579 223.91
150 829 927 998 1457 10213 159.40 139.32 228.00 174.45
160 863 9.62 1094 22.67 110.94 146.15 181.94 247.60  264.02
170 859  9.69 10.04 2245 86.62 14818 173.62 233.42  231.00
180 862 877 1059 17.77 116.93 157.68 178.74 260.05 252.50
190 886 883 11.56 18.82 82.96 187.35 293.42 286.54 278.43
200 869 916 1299 2296 127.20 177.11 234.36 247.73  239.96
210 813 9.07 13.56 18.18 83.79 253.28 255.83 327.44  259.50
220  8.86 844 1341 2146 91.14 190.93 309.75 27479  285.00
230 874 833 11.01 1921 10250 164.80 201.90 263.76 272.24
240 810 829 11.45 26.34 104.09 263.59 332.13  309.62 337.84
250 891 845 11.06 22.56 133.54 322.62 349.14 378.64 384.65
260 9.61 941 11.31 22.67 112.10 294.94 446.12 386.10 44551
270 844 979 13.08 24.97 120.01 310.61 385.65 42422  366.16
280 851 870 12.79 24.92 151.70 288.70 385.33  405.60  444.43
290 9.08 871 11.65 28.17 146.41 331.33 390.85 415.99  466.28
300 878 9.9 11.99 2020 131.36 327.91 541.82 439.60 428.74
310 891 888 1344 3421 12809 427.07 59581 537.88  520.80
320 897 974 17.30 27.93 23420 506.85 474.60 406.83 616.62
330 931 893 18.06 35.98 174.44 38453 475.07 46211  420.01
340 945  9.01 17.35 3251 231.79 496.46 668.32 390.23  448.84
350 940  9.00 16.48 33.33 22525 574.38 485.06 717.97  498.00
360 879 10.01 16.09 37.81 183.64 388.63 484.59 449.99  491.94
370 897 9.88 15.67 3833 216.92 430.68 604.53 531.45  562.86
380 9.61  9.90 13.49 33.46 229.88 560.49 551.72  835.65  795.88
390 953 9.86 1552 42.01 257.21 461.80 870.14 749.19  926.18
400 9.60  9.95 16.03 39.82 376.47 470.90 830.38 864.26  825.96
410 9.65 999 17.62 46.04 23870 673.08 92545 944.72 950.24
420 9.03 9.4 22.60 46.42 284.13 732.23 950.95 960.92 911.77
430 997 10.25 15.67 49.87 231.48 864.95 940.84 1065.40 1062.24
440 978 1071 17.94 46.83 294.87 994.43 1097.23 1065.68 1113.59
450 9.89 10.14 18.62 38.25 249.92 706.52 1011.14 978.42 1101.15
460 9.80 10.09 15.44 3271 395.76 79528 948.41 1094.30 1178.36
470 9.99 10.36 18.94 42.14 404.64 677.84 1124.71 1184.06 1036.77
480 10.09 10.42 20.73 34.83 257.99 849.74 94548 113534 1085.56
490 9.92 1049 17.20 51.61 322.10 817.17 1069.67 1421.99 1278.90
500 9.33 1051 17.10 46.66 256.21 943.14 1473.89 1201.16 1080.92

Table B.14: Wine Dataset: Runtimes of [32]’s depth approximations
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# trees

Approximation Level

10% 20% 30% 40% 50% 60% 70% 80% 90%

10 10.12 27.86 33.89 23.03 22.36 33.31 126.28  153.80  176.57

20 18.51 27.61 71.96  728.03 827.19 902.79 1466.86 1363.49 1778.97
30 32.07 35.86 37.97 7739 268.62  683.39 243221 3112.18 NA

40 24.34 76.29  123.11  189.24 2608.89 2982.73 3991.36 4103.35 5585.68
20 268.34  1404.66 NA 3049.95 3891.69 4208.42 NA NA NA
60 29.54  201.49 28470 197.19 349.61 6033.12 6449.31 NA NA
70 70.97  219.95 419.23 NA 421745 6136.51 6972.27 NA NA
80 56.16  217.28 213.73  574.26 2651.09 3367.99 3851.38 4020.50 NA
90 126.98  793.15 1438.34 2191.92 NA NA NA NA NA
100 NA 1589.83  2940.74 NA 4381.19 6805.26 NA NA NA
110 103.86 NA NA NA NA NA NA NA NA
120 173.27 149536 2167.12 3154.28 4119.08 5007.18 NA NA NA
130 NA NA NA NA NA NA NA NA NA
140 654.44 NA NA NA NA NA NA NA NA
150 121.31 NA NA NA NA NA NA NA NA
160 NA 4937.85 NA NA NA NA NA NA NA
170 NA NA NA NA NA NA NA NA NA
180 844.27 NA NA NA NA NA NA NA NA
190 NA NA NA NA NA NA NA NA NA
200 497.43 NA NA NA NA NA NA NA NA
210 440.14 NA NA NA NA NA NA NA NA
220 1077.39 NA NA NA NA NA NA NA NA
230 NA NA NA NA NA NA NA NA NA
240 NA NA NA NA NA NA NA NA NA
250 NA NA NA NA NA NA NA NA NA
260 NA NA NA NA NA NA NA NA NA
270 NA NA NA NA NA NA NA NA NA
280 NA NA NA NA NA NA NA NA NA
290 NA NA NA NA NA NA NA NA NA
300 NA NA NA NA NA NA NA NA NA
310 NA NA NA NA NA NA NA NA NA
320 NA NA NA NA NA NA NA NA NA
330 NA NA NA NA NA NA NA NA NA
340 NA NA NA NA NA NA NA NA NA
350 NA NA NA NA NA NA NA NA NA
360 NA NA NA NA NA NA NA NA NA
370 NA NA NA NA NA NA NA NA NA
380 NA NA NA NA NA NA NA NA NA
390 NA NA NA NA NA NA NA NA NA
400 NA NA NA NA NA NA NA NA NA
410 NA NA NA NA NA NA NA NA NA
420 NA NA NA NA NA NA NA NA NA
430 NA NA NA NA NA NA NA NA NA
440 NA NA NA NA NA NA NA NA NA
450 NA NA NA NA NA NA NA NA NA
460 NA NA NA NA NA NA NA NA NA
470 NA NA NA NA NA NA NA NA NA
480 NA NA NA NA NA NA NA NA NA
490 NA NA NA NA NA NA NA NA NA
500 NA NA NA NA NA NA NA NA NA

Table B.15: Wine Dataset: Runtimes of [33]’s sampling approximations
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Appendix C

Proofs and Figures of Chapter 4

C.1 Proofs of analytical results

Proof of Proposition 4.4.3 When the susceptible population is large enough (greater than
100), the number of daily new infections i, is considered independent Poisson random vari-
able with parameter % (li2018parameter, hong2020estimation). With populations at the

county or state level, we can approximate the Poisson distribution with N (%, %) If

Z.t ~ N(ﬂni}tlt’ ﬁn]‘itft) then _\7}% ~ N( Stlt (67@ BZ) 7/%/1) Because we have |BZ — 6n| —

\/%, % ~ N (%, ’%”) making 7, idgntlcglly dlst.rib_uted Wi‘.chi.n the same wave. Because
the sequence of Z; is independent and identically distributed, it is exchangeable

Proof of Proposition 4.5: Consider martingale M; and note that

E[M|M,_\] = M;E [ﬁ exp (—spt)}

1 —exp
S
> My | ——m—— —skE
> My o o (<sElp)
t
s Y ouet, 12,22,
=M, ,—" —sE n
1 —exp(—s) exp < ° t—Th 1 ])
M >  E § 1 + § 1
= 1 X _
t ll—exp(—s) p t—T,_, Zuy>Z4 Zuy>7Zy
Tn 1 Tn+1
M, i S E[Bi+ B
= 1 €eX B ———
t ll—exp(—s) p =T, 1 2

The inequality above follows simply from Jensen’s inequality, while the subsequent equality

t
I P ) L .
is directly the definition of p; = Z“fi‘T—l_fzzt Next, we split the sum of indicator variables

within the expectation into two parts. The first sum is the days during wave n where the
predicted error was higher than the error for day ¢, which is part of wave n 4+ 1. The second
sum is the days during wave n + 1, where the error on that day is higher than on day t. We
can consider these two sums as independent binomial distributions. The first binomial, B,
is distributed as B(T,, — T,,—1, P(Zu, > Z)), where T,, — T,,_; is the number of days in wave
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n. The second binomial, By, is distributed as B(t — T,,, P(Z,, > Z)).

S (TTL - Tn—l)Qn + (t - Tn)Qn—i—l
E\MM; 1| > M 1 ——— — C.1
(M| Mya] = tll—exp(—s)eXp( 5< t—"T,1 (C.1)
M S Tn - Tn—l t— Tn—l Tn—l - Tn
= M,_ exp | —sg,———— | exp | —sq¢pp1———— | exp | —sqpo1————
t 11_ Xp(—s) p q =T, P q +1t_Tn_1 p Gn+1 =T,
(C.2)
S €xXp (_8<Qn + QnJrl)) SQnJrl(Tn - Tn71>
> M,_ C.3
= 1 —exp(—s) P t—T, (C3)
Z Mt,lseXp (_5<Qn + Qn—i-l)) 1 + SQn—i-l(Tn - Tn—l) (C4)
1 —exp(—s) t—Th1

S €Xp (_S<Qn + QTH—I)) (Tn - Tn—l) - (t - Tn)
> M, 1+ sq, 5
el t—1 1 _ eXp(-S) + Sq +1 Tn _ Tn_l (C )

By definition we have that ¢, = P(Z,, > Z;) and ¢u+1 = P(Zu, > Z;), which we
substitute in when we take the expectation of both binomials. (C.4) follows since exp(z) >
14 . Finally, (C.5) follows by taking the first derivative of the convex function and finding
the tangent line at T;,.

Proof of Lemma 4.5 When daily cases are increasing in a wave, then we have that .Sy, I,,, <
SiI;. We have from the proof of Proposition 4.4.3 that

Zt -~ N ( V St[t 5 BTH—I)

N |6n+1 - 6n|7 T

Because we are using an estimate of infection rate from wave n to predict for wave n + 1.
Similarly, we have that

Zu2 ~ N ( V Su2]u2 ) 5n+1>

T|Bn+1 - Bn'a N

From this we can see that Z; and Z,, are similarly distributed but Z; has an expectation
with a higher magnitude. If we defined another variable, Z;, which has the same distribution
as Zy,, then we would have that P(Z,, > Z;) < P(Z,, > Z;,) = 0.5

Si (1 N> 1,

" RoxS:
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Proof of Lemma 4.5: First let’s assume that £, < 5,11

P(Zu1 > Zt)
- p |%U1 - Z'111| > |{t - it|
\/Suljul N \/St-[t
> |im - Z.u1| |2At - it|
= P|l—— >z | P =z | dx
/o ( NE NER?
_ / Pl —in| > /S To2) P(Jfs — is] = /SiTyz)da
0
< / P(|€u1 — Gy | > A/ SuLuyx) % 2P (i = i+ \/ Silyx)dx
0

2 & A Suy Ly, )
— ST ). P |ty — iy | > (2 — zt)w/ ST, ) P(iy = z)dx

2 o A Su L
= — P Ty, — Eltg,]) + (Eliy, )| > (x—1 “M ) Pli. = 2)dx
o P (0 Eli]) + (] = ) 2 (2= ) M)u )

2 > A Sur L,
< — P 'ul - E .u1 + E 'ul Uy > - et P = d
<o [P = Bliall 1] = ) = @ iy &L) (i = 2)ds

SU1[U1 Su1]u1> P i, =

|E[ZU1] ZU1| > (ZL‘ - Zt)

2
<
- Vv St'[t 1t

2 . . ~ (5\/St[t \/Sul IU1 .
e — — > J— — —
S t/[t P |E[lu1] Zu1| = (f (27 N ) 3,1, P(Zt x)d:v

We start with the definition of Z, and use the fact that the number of cases on a given

day can be approximated with a Normal distribution, N (%, %) We assume that the

new infection rate is higher than the previous wave. This means that we are more likely to
underestimate the number of new cases than overestimate when using the infection rate of
the old wave, ie

P(Zt = ZAt + St[t.'lf) -+ P(’lt = th — 1\ St[tﬂf) S 2P(’lt = th + St]tl').
We can then use Chernoff bound ([110]) to get an upperbound on

p (-1l (s - ) )

because i,, is normally distributed. For the sake of notation, we define

BnJrlSt[t /Bﬂ+1St[t

Sily

2
70‘ =
(1, 7) ( N ' N )
; 2 T4 . BrnSuilu;  BnSuglug
, so that i, ~ N(p,0%). We also note that by definition, 4,, ~ N (===, ===1) and
_ 5n5t ¢ Suyluy, N 1

zt , which implies that

varfiu,[Sey — BnSily iy
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P(Z.,, > Zy)

2
o o/ Sy
o2 /002 (ﬁ—zt——w ) Su I, 1 1(x—u)2 p
_ ex —_ ex —_— X
=V ), 7P 2varfiy, S, | ovzr TP\ 2o

2
NI
2 /002 (x_zt_T> 1 1(x—u)2 p
= exp | — - exp | —= x
VSily J;, P 244 oV 2w P 2 o

Vv 4\/ /°° ; INChallin B ¥
= exp | —= _ x
o/ Sl 2m 5, P 2 o o2
< & 5\/st1t)
o) T (N — _ 2
o/ St-[t V 2T it 2 0'2 0'2

The last inequality came from the fact we assumed that the infection rate of the new wave
Brn < Bpi1, this means that i, = 6”15;’5” < ’B"+]1\,Stlt = Eli]] = 0% Because exp(=1) has a

T
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positive derivative as long as x > 0, we can say, exp(—= ) < exp(—%)

— Tl/ﬁ/{iexp (—% ((x—z’;— 5\/?)24—(96—/;)2)) dx

~ 2
4 /°° L, G+ DLy, 1 (¢+5\/St]t >2 ;
—_— exp | —=— T — — T
oSl 2m i, P 202 K

— 2
4eXp < 402 (Zt + d Stlt IU/> ) o0 1 ,L'At + (5V Stlt + M 2
= / exp | ——= [z — il dx
o/ Stlt V 2 Z'At o 2

. 2
4 exp (—ﬁ (it + 5—V]€t1t — M) )

o 1
< dx
o [OAY St.[t V 2w /’LAt 1 7Jt+ Sf]t +u 2
1+ el (R T
— 2
4 exp ( % (Zt + d StIt M) ) i+ m-ﬁ-u o
= T 4 tan™! 2 N

VS I 2m 2 o

2w o 1 5\/St-[t 2
— X —_——
“Stlt p — W
2
Sily 0V Sely
56— - )

402
27 ( n — Bn1%y
=/ o eXp
Sel Ay Bt
| 27 1 (/6n+1 577/ - Stft) Stlt
= B eX _—
St-[t P 4 /8n+1 N

Second, let’s assume that 5, > [,,1. This inequality follows very closely the previous

IN
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case when (3, < (8,11 so we focus on highlighting where the proof differs.

P(Z,, > Zy)

- p ’;'ul B iu1| > |Z.At B Z.15|
\/Sul‘[ul - \/StIt

P(ltn, — iu,| = \/Su,Lu, ) % 2P(iy = 1y — \/ S Lyz)dx:
0

2 [ (. . [Su 1
== P —iu| > (G — 2)y )22 P(iy = 2)dw
V StIt /oo <| | <t ) Stlt ) (t )
2 [ P (1 Bl + (BB =501 = 20y 52 ) PG =
ly;, — uy by =ty )| 2\t — X 1+ = T)ax
VO t Sl )

<

S—

9 [ . . S, 1
< P .u1 ) .u1 + |E .u1 - .u1 > (1 — A P = d
<=/ <|z |+ Bl = ] 2 G — )y sm) (i = 2)ds
9 [ . S, I S, 1,
< P E-ul _.UI Z s Ul UI—(S 1 1 P — d
<zl (' ] il 2 (=) =g 7 ) e = z)do

2 “ . . > 6\/St[t \/Su1 [u1 .
— — > — — —
T /Oop <|E[2u1] Ty | > (zt x N ) S P(iy = x)dx

Here, we assume that the new infection rate is lower than the previous wave. This means
that we are more likely to overestimate the number of new cases than underestimate when
using the infection rate of the old wave, ie P(i; = i + SiLix) + P(iy = i — SiLiz) <
2P (iy = 1y — /SiI,x).

Like before, we can then use Chernoff bound (matni2019tutorial) to get an upperbound

on P (|E[zul] — | > (i} —x— 5V]€t1t> S’”I“l) because 7,, is normally distributed. For

Sty

the sake of notation, we define (u,0?) = (Zntlftlt BnslBele) "o that j, ~ N (1, 02).
P(Zy, > Zy)
(f oS\

W=t ==y ) Su I 1 1 (z—p\?
2exp | — w1 - d
P 2varli,,| Sy | ov2r P 2 ( o ) .

2
(f_ _wsm)
UW—T— —5N )2

ol —I—(I 1) dz

4 00
B ——— eX ~
g/ StIt\/ 27T /{; p 2 it O'2

2
(f o 5\/st1t>
W — T — — A
1 N +($ 1) I

4 (o)
< ex = =
T oS 2T /“ P 2 1t ("

2 /°°
< -
VS it

The last inequality came from the fact we assumed that the infection rate of the new wave
By > Buy1, this means that ¢, = 220t > ﬁ"*&sth = Eliy] = 0®. Because exp(=') has a
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positive derivative as long as x > 0, we can say, exp(—= ) > exp(—%)

i e (< (e M ) )
o/ Sl 2m Ji, P 2y ! N a
< | 2w o 1 (z’A O/ Sily )2
S\ s p 4, t N o
2
St g, Sih 5_\/]%& )

o (WV_ 1N
=4/=—exp | —
V5.2, 45,5
. 2_7T exp _1 (ﬁn - /Bn-‘rl Stft) St[t
VS 4 Bn N

We see that the final bound on P(Z,, > Z;) if 8, > (5,41 has a very similar final structure
as that if the infection rate is increasing. Therefore, we can summarize the bound as:

2 1 (|6n 6n+1| S T ) Stlt
P(Zy,, > Zy) < | 5+ —— e
(U 2 2) =\ 57, eXp( 4 max(Bu for1) N

Proof of Theorem 4.5: Recall from Proposition 4.5,

S €xp (_5<Qn + QnJrl))

E{M\M;_1| > M,_
M M) > My S

(1 + SQn+1

(T = Thy) = (t = Tn))

Tn - Tnfl
Substituting upper bounds on ¢, (Lemma 4.5) and ¢, 41 (Lemma 4.5), we get that

E[M,|M, ] >

(182 =Bnt1]——2=)?
§€xp <_3 <\/ S X ( i max(ﬁn,ﬁnjt)lt M) +0. 5)) (T, — Tpey) — (t = Tp)
1 0.5 s = .
1-— exp(—s) < s Tn - Tnfl )
This proves the final result.
H, is a submartingale

Proof of Lemma C.1:

My

e E[|H|] < oo: M, is a submartigale and H; is a finite shift on M,

e H, is based on only randomness generated by time ¢: The only variability in H; comes
from M,

o E[Hy|H; 1] > H; g
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E[H,|H, ]

Z <sexp1 = f;<+ q)nﬂ)) <1 gt (T, — z:;i)T_n _(vj - Tn)> _ 1) ]MH]

—Tt
t
S €Xp (_S(Q’n + Q7L+1)) (Tn - Tnfl) - (U - Tn)
= E [M| M) — Z < 1 — exp(—s) L+ 8nn T, —Th !
u=Tp+1 " n
sexp (—s(qn + Qn+1)) (Tn - Tn—l) —(t—-1T,)
> M,_ 1 n
> M4 [~ exp(—s) + 8¢n+1 T —T.,
S (sexp (=5(an + 1)) (1 4 sy T = Tot) = > 1>
T 1 — exp(—s) T, — Tn 1
S eXp (_S(Qn + Qn+1)) (Tn Tn 1
t—1+ t1< [~ exp(—s) + SQn+1 T, — Tnl
t
5exp (—=5(¢n + Gny1)) (Tn — Tha) —
1 n -1
u Z+1 < I exp( ) M T, — Tn 1

N <sexp1(: e;qg(t g)nﬂ)) (1 tsg, o™ T: i)Tn (f - Tn)> B )

_ Eti (Sexp(—s(qn+qn+1)) <1 + SGn+1 R (U_Tn)> - 1>

Nt 1 — exp(—s) T, — T, 4
t—1
S €Xp (*S(Qn =+ Qn+1)) (Tn - Tn—l) - (u - Tn)
=M, — 1 n -1
=1 Z ( 1 —exp(—s) + S T, —Th
u=Tp+1
= Ht—l

Proof of Lemma 4.5. For all ¢, there exists a strictly greater than 0 probability, € that
the next T data points are the strangest that the model has seen (ie each one is stranger
than everything that’s come before it). Then the p-scores for these points will be:

1 1 1
{ptapt—i—la--wpt—‘rT)\}: {_7 gee ey }

1 Ty

11 1
>SS, —
—{1 2 TA}

Then, My, > M4 <1 — > eXp ——)).
A

The function (1 exp( s)> HTA (exp(——)) grows with 7T, so we pick an integer high

T
enough that (Tp()> ’ 2, (exp(—%)) > A. Given that M,_; > 1, then if the martingale

grows at such a rate, it will hit A before ¢ 4+ T, meaning that P(T <t +T)) > e.
Proof of Theorem 4.5: Recall that the n! wave starts at time 7,,. Then, by optional
stopping theorem, we have that
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E[Hp,] < E[Hy)

T
5exD (=5(n + Gus)) (T, T )~ (u—T,)
E[Mrg,] < E |Mr — Z ( T~ exp(—s) L+ sGn41 T T, -1
u=Typ+1
T
S €Xp (75((171 + Qn+1)) (Tn - Tnfl) - (U - Tn)
< _ —
My<A—E Z ( 1 —exp(—s) L+ S T, — Th_1 1
u=Tp+1
My— A< — sexp (—s(gn + gnt1)) (14 sgnp1) — 1) E[T = Ty]
1 —exp(—s)
step (ol t i) sy |y~ (0= Th)
1 — exp(—s) Tn—Th
u=Tn+1

_ SGXP(_S(qn+Qn+1)) s . . SQQXP(_S(Qn+Qn+1))Qn+1
= (T 0 s 1) BIT 1 4 2 T e e

S8

u=1

[ sexp(=s(gn + gns1)) s _ _
- (e ) 1y, ) 1) pir -

5% exp (—5(qn + Gnt1)) nt1 > [(T -T)(T-T,+ 1)}

(1 —exp(=$))(Th — To1) 2
sexp (—s(gn + gnt1)) SGn+1
< (B (1 - g ) -1 BT

s exp (—s(qn + qnt1)) Gur1
2(1 — exp(—s))(T, — Tr1)
_ (sexp(=s(gn + gnt1)) s I %2 S —
- ( 1= exp(—s) (1 e T T, - Tnn) 1) P
5% exp (—5(qn + Gnt1)) Gn1
2(1 — exp(—s))

— s exp(—s(gn+qn+1))gn+1 _ 9
E[T - T ] < A MO + 2(1—exp(—s)) (Tn Tnfl)m

- <—seXpl(:Zgl(tZ;“>) (1 + SGn+1 — 2(742%};_1)) — 1)

We have by definition of a A-detectable wave that E[T — T,,] < m(T, — T,_1), for some
m < 1. We can substitute m = 1 in to the equation above to get a tighter bound on the
expected time till detection than E[T — T,] < T, — T,,—1. We can use the tighter bound to
find a new value of m and iterate. This would result in finding smaller and smaller values of
m until we have that:

E [(m(T - T,))?]

(Tn — Tn_l)m2

52 Xpl—sS(dn n n
A— M, + e p(g(lixﬁ?_ﬁ)))q +1 (Tn N Tn—l)m2

sexp(—s(gn+qn+1)) Sqn
( pkexi)(fz)ﬂ (1 Tt Sqnt1 — Q(anf’;i—l)> N 1)

This is a simple quadratic in terms of m, which we can solve to find that:

m(Tn — Tn—l) =

mq + \/m% — 4m2()\ — M0>
m =

2m2
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where:

my — <Sexp (=5(dn + @ns1))

SQn+1
14 8Gpeg — ——2L ) 1)\ (T, - T,
1~ exp(—s) < + S5Gn+ 2(Tn—Tn1)) )( !
_ 57exp (=5(an + Gnt1)) Gnra

21 —exp(—s)) T

m2— m
As long as Mty 124 2(3=Mo)

> 1 then the wave iterative substitution process for m

holds (ie when you take m = 1, the bound provided by optional stopping theorem is smaller).
Translating this we have that )\ My <mq—

ms, which we can put into terms of wave length

o (=s( )
52 exp(—s(qn+aqn+1))gn+1

A— M + 2(1—exp(—s))
sexp(—s(gntgn1)) 5qn

1—exp(—s)+1 (1 + T+l) -1

. ml—\/m%—élmg()\—Mo) . . .

In this case, we can take m = GTo . By substituting all the parameters in,

we can write the bound for detection as:

T, —T,_1 >

_ 2 _ _ _
E[T _ Tn] S mi \/ml 4m2(Tn Tnfl)(>\ Mg)

2mey
where
5exp (—s ( ]2\,—7; exp (—i(/g;afzg:mf%f)g c> + 0.5>) ; 5
my = T oxp(—) (1 + 5 - w) —1 (T, - T-1)

(I1Bn—Bnt1l——=)?
oy (ot o (ALt L 05)
mo —

4(1 — exp(—s))

c is a constant such that % > c for all t in waves n and n + 1, thus proving Theorem
4.5.

C.2 Graphs

C.2.1 September 01, 2020 Figures
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Figure C.1: SEIRD and multipeak SEIRD in-sample and out-of-sample predictions in the
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Figure C.3: SEIRD and multipeak SEIRD in-sample and out-of-sample predictions in the
O-Z states when trained up to September 1, 2020
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Figure C.4: SEIRD and multipeak SEIRD in-sample and out-of-sample predictions in the
A-K states when trained up to January 15, 2021
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Figure C.5: SEIRD and multipeak SEIRD in-sample and out-of-sample predictions in the
L-O states when trained up to January 15, 2021
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Figure C.6: SEIRD and multipeak SEIRD in-sample and out-of-sample predictions in the
O-Z states when trained up to January 15, 2021
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Table C.1: In-Sample and Out-of-Sample R-squared for Lasso Predicting Infection Rates

State In-Sample R-squared | Out-of-Sample R-squared
Alabama 0.75 0.66
Alaska 0.65 0.52
Arizona, 0.85 0.63
Arkansas 0.62 0.49
California 0.80 0.78
Colorado 0.64 0.52
Connecticut 0.73 0.73
Delaware 0.64 0.61
District of Columbia 0.43 0.39
Florida 0.62 0.75
Idaho 0.67 0.54
Ilinois 0.60 0.50
Indiana 0.64 0.56
Towa 0.71 0.67
Kansas 0.69 0.66
Kentucky 0.44 0.33
Louisiana 0.66 0.40
Maine 0.69 0.37
Maryland 0.40 0.43
Massachusetts 0.55 0.42
Michigan 0.77 0.72
Minnesota 0.79 0.68
Mississippi 0.78 0.53
Missouri 0.85 0.75
Montana, 0.87 0.81
Nebraska 0.52 0.38
Nevada 0.47 0.55
New Hampshire 0.71 0.62
New Jersey 0.59 0.44
New Mexico 0.80 0.73
New York 0.94 0.89
North Carolina 0.54 0.06
North Dakota 0.95 0.93
Ohio 0.54 0.62
Oklahoma 0.43 0.34
Oregon 0.78 0.69
Pennsylvania 0.82 0.74
Rhode Island 0.80 0.70
South Carolina 0.82 0.75
South Dakota 0.75 0.75
Tennessee 0.66 0.55
Texas 0.32 0.38
Utah 0.68 0.56
Vermont 0.61 0.32
Virginia 0.78 0.62
Washington 0.76 0.69
West Virginia 0.83 0.69
Wisconsin 0.73 0.60
Wyoming 0.70 0.63
Average 0.68 0.59
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Table C.2: Number of Detected Waves and Out-of-Sample MAPEs for the multiwave SEIRD
models trained up to January 15, 2021 with different lambdas

state lambda | Number of Detected Waves | Out-of-Sample MAPE
205 10.0 0.05
225 11.0 0.05
Alabama 250 6.0 0.79
250 6.0 1.00
300 6.0 0.52
205 11.0 0.10
225 10.0 0.04
Alaska 250 10.0 0.04
250 11.0 0.01
300 8.0 0.08
205 8.0 0.03
225 9.0 0.07
Arizona 250 6.0 2.59
250 6.0 2.59
300 8.0 0.12
205 13.0 0.04
225 11.0 0.05
Arkansas 250 7.0 0.11
250 9.0 0.04
300 7.0 0.05
205 12.0 0.02
225 8.0 0.02
California 250 8.0 0.02
250 5.0 0.02
300 5.0 0.02
205 7.0 0.12
225 7.0 0.13
Colorado 250 7.0 0.13
250 5.0 0.14
300 6.0 0.09
205 10.0 0.05
225 8.0 0.02
Connecticut 250 8.0 0.02
250 8.0 0.02
300 8.0 0.02
205 7.0 0.26
225 7.0 0.26
Delaware 250 6.0 0.01
250 6.0 0.01
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300 6.0 0.01
205 11.0 0.05
225 10.0 0.03
District of Columbia || 250 6.0 0.06
250 6.0 0.06
300 6.0 0.06
205 9.0 0.08
225 9.0 0.04
Florida 250 8.0 0.04
250 8.0 0.04
300 8.0 0.05
205 9.0 0.23
225 7.0 0.03
Georgia 250 4.0 0.05
250 4.0 0.05
300 4.0 0.05
205 11.0 0.06
225 11.0 0.06
Hawaii 250 10.0 0.09
250 8.0 0.09
300 8.0 0.09
205 11.0 0.03
225 11.0 0.03
Idaho 250 10.0 0.03
250 8.0 0.03
300 7.0 0.04
205 11.0 0.01
225 10.0 0.05
Illinois 250 5.0 0.17
250 7.0 0.01
300 8.0 0.01
205 11.0 0.05
225 10.0 0.10
Indiana 250 6.0 0.05
250 6.0 0.05
300 5.0 0.18
205 9.0 0.06
225 11.0 0.07
Towa 250 11.0 0.00
250 9.0 0.06
300 5.0 0.07
205 13.0 0.02
225 10.0 0.02
Kansas 250 12.0 0.07
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250 12.0 0.07
300 10.0 0.07
205 11.0 0.05
225 7.0 0.09
Kentucky 250 8.0 0.03
250 4.0 0.08
300 4.0 0.08
205 12.0 0.12
225 8.0 0.05
Louisiana 250 6.0 0.02
250 6.0 0.02
300 8.0 0.16
205 12.0 0.20
225 11.0 0.20
Maine 250 8.0 0.04
250 8.0 0.04
300 8.0 0.04
205 10.0 0.10
225 8.0 0.09
Maryland 250 7.0 0.01
250 4.0 0.10
300 4.0 0.10
205 9.0 0.29
225 8.0 0.28
Massachusetts 250 10.0 0.02
250 7.0 0.28
300 7.0 0.27
205 10.0 0.22
225 12.0 0.31
Michigan 250 9.0 0.31
250 11.0 0.01
300 9.0 0.04
205 11.0 0.17
225 10.0 0.15
Minnesota 250 8.0 0.16
250 6.0 0.15
300 6.0 0.15
205 8.0 0.08
225 9.0 0.08
Mississippi 250 9.0 0.08
250 7.0 0.14
300 6.0 0.15
205 10.0 0.04
225 7.0 0.05
Missouri
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250 10.0 0.07
250 6.0 0.05
300 6.0 0.06
205 7.0 0.03
225 8.0 0.03
Montana 250 9.0 0.08
250 9.0 0.08
300 9.0 0.08
205 12.0 0.02
225 12.0 0.03
Nebraska 250 8.0 0.09
250 9.0 0.03
300 7.0 0.03
205 11.0 0.01
225 11.0 0.01
Nevada 250 7.0 0.29
250 8.0 0.01
300 6.0 0.12
205 9.0 0.35
225 7.0 0.35
New Hampshire 250 6.0 0.34
250 6.0 0.34
300 7.0 0.34
205 10.0 0.01
225 7.0 0.01
New Jersey 250 7.0 0.18
250 6.0 0.01
300 6.0 0.01
205 11.0 0.06
225 6.0 0.03
New Mexico 250 6.0 0.03
250 4.0 0.13
300 5.0 0.01
205 8.0 0.02
225 15.0 0.13
New York 250 6.0 0.02
250 7.0 0.24
300 12.0 0.05
205 10.0 0.01
225 6.0 0.03
North Carolina 250 8.0 0.02
250 6.0 0.14
300 8.0 0.05
205 9.0 0.02

North Dakota
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225 10.0 0.02
250 10.0 0.02
250 8.0 0.03
300 8.0 0.13
205 10.0 0.04
225 11.0 0.06
Ohio 250 7.0 0.21
250 7.0 0.21
300 8.0 0.21
205 8.0 0.04
225 8.0 0.03
Oklahoma 250 7.0 0.10
250 7.0 0.10
300 7.0 0.10
205 12.0 0.02
225 10.0 0.01
Oregon 250 10.0 0.01
250 10.0 0.08
300 9.0 0.09
205 12.0 0.01
225 12.0 0.03
Pennsylvania 250 8.0 0.05
250 10.0 0.08
300 10.0 0.08
205 7.0 0.01
225 6.0 0.06
Rhode Island 250 6.0 0.06
250 4.0 0.07
300 4.0 0.07
205 7.0 0.09
225 11.0 0.06
South Carolina 250 8.0 0.07
250 8.0 0.07
300 6.0 0.22
205 9.0 0.02
225 9.0 0.01
South Dakota 250 9.0 0.01
250 9.0 0.01
300 7.0 20.60
205 6.0 0.02
225 5.0 0.15
Tennessee 250 5.0 0.15
250 6.0 0.17
300 4.0 0.18

161




205 10.0 0.02
225 9.0 0.02
Texas 250 9.0 0.02
250 9.0 0.05
300 6.0 0.02
205 11.0 0.03
225 13.0 0.02
Utah 250 7.0 0.04
250 6.0 0.03
300 6.0 0.03
205 14.0 0.04
225 10.0 0.06
Vermont 250 8.0 0.12
250 8.0 0.12
300 7.0 0.05
205 9.0 0.12
225 11.0 0.12
Virginia 250 8.0 0.12
250 7.0 0.12
300 6.0 0.04
205 11.0 0.15
225 8.0 0.14
Washington 250 9.0 0.10
250 6.0 0.05
300 4.0 0.18
205 7.0 0.23
225 5.0 0.23
West Virginia 250 5.0 0.23
250 5.0 0.23
300 6.0 0.24
205 7.0 0.04
225 7.0 0.04
Wisconsin 250 7.0 0.02
250 6.0 0.02
300 5.0 0.09
205 9.0 0.03
225 5.0 0.07
Wyoming 250 5.0 0.08
250 6.0 0.09
300 7.0 0.09
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