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Abstract

This dissertation primarily proposes data-driven methods to handle uncer-
tainty in problems related to Enterprise-wide Optimization (EWO). Data-
driven methods are characterized by the direct use of data (historical and/or
forecast) in the construction of models for the uncertain parameters that nat-
urally arise from real-world applications. Such uncertainty models are then
incorporated into the optimization model describing the operations of an en-
terprise. Before addressing uncertainty in EWO problems, Chapter 2 deals
with the integration of deterministic planning and scheduling operations of a
network of batch plants. The main contributions of this chapter include the
modeling of sequence-dependent changeovers across time periods for a unit-
specific general precedence scheduling formulation, the hybrid decomposition
scheme using Bilevel and Temporal Lagrangean Decomposition approaches,
and the solution of subproblems in parallel. Chapters 3 to 6 propose differ-
ent data analytics techniques to account for stochasticity in EWO problems.
Chapter 3 deals with scenario generation via statistical property matching in
the context of stochastic programming. A distribution matching problem is
proposed that addresses the under-specification shortcoming of the originally
proposed moment matching method. Chapter 4 deals with data-driven in-
dividual and joint chance constraints with right-hand side uncertainty. The
distributions are estimated with kernel smoothing and are considered to be in
a confidence set, which is also considered to contain the true, unknown distri-
butions. The chapter proposes the calculation of the size of the confidence set
based on the standard errors estimated from the smoothing process. Chap-
ter 5 proposes the use of quantile regression to model production variability in
the context of Sales & Operations Planning. The approach relies on available
historical data of actual vs. planned production rates from which the deviation
from plan is defined and considered a random variable. Chapter 6 addresses
the combined optimal procurement contract selection and pricing problems.
Different price-response models, linear and nonlinear, are considered in the
latter problem. Results show that setting selling prices in the presence of
uncertainty leads to the use of different purchasing contracts.
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Chapter 1

Introduction

This thesis primarily proposes data analytics methods for handling uncer-
tainty in problems related to Enterprise-wide Optimization (EWO) (Gross-
mann, 2005) with applications based on chemical process networks. Data ana-
lytics methods are data-driven in the sense that they operate directly on avail-
able historical and/or forecast data to extract useful information and model
variability or uncertainty. The constructed data models or uncertainty mod-
els are then incorporated into mathematical optimization models for EWO
problems.

An additional contribution of this thesis, even though not directly related
to data analytics methods, is decomposition approaches for the integration
of deterministic planning and scheduling models of an integrated chemical
site. In addition to developing significant enhancements of a previously pro-
posed continuous-time scheduling formulation, we apply a hybrid decomposi-
tion scheme to solve a large-scale industrial problem and make use of parallel
computing to achieve good solutions in practical computing time.

The objectives of this thesis are as follows:

1. Develop enhancements of a continuous-time scheduling formulation (Unit-
Specific General Precedence or USGP) to account for the batching prob-
lem and sequence-dependent changeovers across time periods;

2. Effectively solve in parallel a hybrid decomposition scheme based on
Bilevel Decomposition and Temporal Lagrangean Decomposition to solve
large-scale deterministic integrated planning and scheduling problems.

3. Generate scenarios using a robust data-driven method via statistical-
property matching of historical and forecast data in the context of stochas-
tic programming;

4. Reformulate data-driven individual and joint chance constraints with
right-hand side uncertainty using kernel smoothing;

5. Develop a data-driven method to incorporate production variability in
the operations planning stage of the Sales & Operations Planning process



of a manufacturer;

6. Integrate optimal procurement contract selection and selling price op-
timization with general price-response models in a unified optimization
model under uncertainty.

The remainder of this chapter contains a review of the basic concepts that
are dealt with in the rest of the thesis. In particular, Section 1.1 provides
a brief review of the research efforts in EWO by focusing on planning and
scheduling formulations of chemical processes as well as decomposition strate-
gies to tackle large-scale instances. Section 1.2 gives an overview of fundamen-
tal concepts and applications of Probability and Statistics that are relevant
for optimization under uncertainty and data-driven methods. It is intended to
be a first-read for non-mathematicians specialized in either areas. Section 1.3
defines mathematical optimization under uncertainty in general terms. Two
special cases of the general formulation (Stochastic and Chance-Constrained
Programming) are briefly discussed. This introductory chapter ends with a
brief overview of the chapters of the thesis in Section 1.4.

1.1 Enterprise-wide Optimization: Planning,
Scheduling, and Decomposition Strategies

The Process Systems Engineering (PSE) and Operations Research (OR) com-
munities have contributed to the development of models and solution strategies
to tackle the decision-making on three different time scales in Enterprise-Wide
Optimization (EWO) problems. The long-term decisions (years) belong to
the strategic level and are usually related to investments, plant capacity ex-
pansion and retrofit; the medium-term decisions (months, years) pertain to
planning and commonly refer to production planning and inventory control;
the short-term decisions (days, weeks) represent the scheduling of operations,
i.e., determining the detailed timing and sequencing of operations. Therefore,
the integration of different time scales within a mathematical optimization
framework becomes valuable for the decision-making process in an enterprise.
In order to make this integration efficient for solving real-world problems,
special-purpose models and decomposition algorithms need to be investigated.
Reviews by Grossmann (2005) and Varma et al. (2007) provide more details on
the relevance of EWO activities in academic research and industrial practice.

Production planning and scheduling problems in the chemical, petrochem-
ical, and pharmaceutical industries are reviewed in the works by Sung & Mar-
avelias (2007) and Verderame et al. (2010). Planning formulations tend to be
Linear Programming (LP), or sometimes Mixed-Integer Linear Programming
(MILP), models. Constraints mainly include material and inventory balances
that account for raw material purchases, production amounts, and sales. De-
cision variables typically include production rates, inventory levels, and raw
material, intermediate, and finished product flows. The objective function is
usually a financial performance indicator, such as profit or total costs, which



include revenue from sales, and operating, transportation, and inventory costs
Kallrath (2002). For scheduling, the objective function may correspond to
minimizing makespan or tardiness. Note that, in general, the planning model
is not concerned with the sequencing of operations in each plant or reactor.

However, when applied to multi-product plants, the lack of a rigorous treat-
ment of the production sequencing may underestimate the total costs and
yield a plan that is not feasible. Without adding considerable complexity to
the planning model, Erdirik-Dogan & Grossmann (2007) proposed a Detailed
Planning (DP) model that utilizes Traveling Salesman Problem (TSP) con-
straints to generate a cyclic schedule, which is broken in one link to yield an
optimal sequence with minimum changeover times. The formulation allows
sequence-dependent changeovers across time periods. The planning model
used in this work is based on the DP model. Liu, Pinto, & Papageorgiou
(2008) have also investigated the estimation of the sequencing using TSP con-
straints.

At the scheduling level, a number of models that use either discrete- or
continuous-time representation of events have been proposed. A review of
both representations including their mathematical formulations can be found
in Floudas & Lin (2004). We will focus on continuous-time representation
models in this work. For sequential batch/continuous processes, two event rep-
resentations have received a great deal of attention: time slots and precedence-
based.

The main idea in the use of time slots is that each product can be assigned
to a specific slot that has variable length. In some cases, especially in continu-
ous processes, the number of time slots to be allocated for each reactor is known
a priori. However, in batch processes that may not be true and additional time
slots have to be allocated, thus increasing the size of the problem (Erdirik-
Dogan & Grossmann, 2008). Likewise in the aforementioned DP formulation,
the works by Lima, Grossmann, & Jiao (2011) and Kopanos, Puigjaner, & Mar-
avelias (2011) have the desirable feature of sequence-dependent changeovers
across adjacent time periods, which even though adds more complexity to the
model due to the larger number of binary and continuous variables, renders
more realistic plans by not imposing a “hard” barrier for changeovers across
time periods.

Unlike time slot models, precedence-based scheduling models effectively
model changeovers by means of Big-M constraints. The two types of prece-
dence relationships are local (immediate) and global (general) that are used
to track the relative position of products in the production sequence. Four
types of precedence-based models have been proposed: Unit-Specific Imme-
diate Precedence (USIP) (Cerdd, Henning, & Grossmann, 1997), Immediate
Precedence (IP) (Méndez, Henning, & Cerd4, 2000), General Precedence (GP)
(Méndez, Henning, & Cerda, 2001), and Unit-Specific General Precedence
(USGP) (Kopanos, Lainez, & Puigjaner, 2009). Briefly, IP and USIP differ
in that the latter only takes into account the immediate precedence of prod-
ucts that are assigned to the same processing unit, whereas the former does



not. The GP model generalizes the concept of precedence by accounting for
all precedence relations (immediate or not) and requires fewer binary variables
than the immediate precedence models, but cannot account for changeovers
costs. To overcome that limitation, the USGP model was proposed.

When attempting to solve large-scale industrial problems, some authors
have identified the need to decompose the problem into subproblems (Conejo et
al., 2006). Decomposition approaches take advantage of specific structures of
the optimization problems. Two such cases arise in practice: the complicating
constraint and the complicating variable structures, as shown in Figure 1.1.
Note that complicating constraints involve variables from different blocks, and
complicating variables link constraints pertaining to different blocks.

(a) (b)

Figure 1.1: Schematic of the set of constraints of a decomposable optimization
problem with complicating (a) constraints and (b) variables.

Different decomposition approaches have been proposed depending on the
nature of the optimization problem (e.g., linear vs. nonlinear, purely contin-
uous vs. mixed-integer). For LP and MILP problems with complicating con-
straints, the Dantzig-Wolfe and Branch-and-Price have been applied. When
complicating variables are present, Benders decomposition is typically used
although it is restricted to having only integer variables in the first-stage de-
cisions for stochastic programming. It should be noted that problems with
complicating variables can always be converted to problems with complicating
constraints, which are then solved by Lagrangean Decomposition (a particular
case of Lagrangean Relaxation (Guignard, 2003)). The main idea of such ap-
proach is to create copies of a subset of the variables (called copy variables) and
add equality constraints that equate the original and the copy variables. This
yields a problem with complicating constraints, which are dualized to allow
decomposition. Another decomposition approach is the Bilevel Decomposition
proposed by Iyer & Grossmann (1998). It involves solving an aggregate for-
mulation in the upper level and a detailed formulation in the lower level with
some decisions fixed by the upper level. A review of methods and decompo-
sition approaches for the integration of planning and scheduling can be found
in the work by Maravelias & Sung (2009).
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1.2 Probability and Statistics: An Overview

In this section, we provide a basic overview of concepts in Probability and
Statistics that are inherent in modeling optimization problems under uncer-
tainty. These concepts are even more extensively used when applying data
analytics or data-driven methods to construct uncertainty models, which in
turn are incorporated in EWO models (e.g., planning and scheduling). We do
not attempt to provide a thorough account of probability and measure theories.
Several standard references are available, including textbooks (e.g., Papoulis
(1991); Bauer (2001); Forbes et al. (2011); Hogg, McKean, & Craig (2012))
and lecture notes (e.g., http://www.stat.cmu.edu/~cshalizi/ADAfaEPoV/).

1.2.1 Basics
1.2.1.1 Random Variables

We start this overview by defining random variables. A random variable
(r.v.) can take on values that are subject to variations. More formally, a
r.v. X : Q — F is a measurable function from the set of possible outcomes
2 to some set E. If the image of X is countably infinite (i.e., it has the
same cardinality or number of elements as a subset of the set of natural or
integer numbers), then it is called a discrete random variable. Otherwise, if £
is uncountably infinite, then X is a continuous random variable (also, usually,
2 = R, which we assume throughout this overview).

Remark 1. It is important to note that a r.v. is in fact a real-valued point
function. Without delving into details of probability spaces (see references
in the beginning of this section), a r.v. X(w) assigns a real scalar value to
each point (outcome) w € Q, denoted as X(w) = x. For all problems dealt
with in this thesis (and typically in EWO applications), 2 = R" with w being
any point (vector) in R™; therefore, a convenient mapping is X (w) = w. An
implication of this choice of mapping is that one can use the terms outcomes
(domain) and ezpressions (image) of a r.v. interchangeably.

1.2.1.2 Mass, Density, and Distribution Functions

The distribution of a discrete r.v. can be described by a probability mass
function (PMF), whereas the distribution of an absolutely continuous r.v. can
be described by a probability density function (PDF). All r.vs. can be described
by their cumulative distribution function (CDF'), which expresses the probabil-
ity that the r.v. will be less than or equal to a certain value. We note that the
terms “density” and “distribution” are typically used in the literature to de-
note PDF and CDF, respectively. The commonly used notation for PMF and
PDF is fx(z), and for CDF is Fx(z). From its definition, Fx(z) = P(X < x),
where P(+) is a probability measure and reads “probability that”. A summary
of mathematical definitions is given in Table 1.1.
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Table 1.1: Definitions of probability mass (PMF), density (PDF), and cumu-
lative distribution (CDF) functions of random variables.

Discrete Continuous
PMF PDF
fx@) =FB(X =2) =px(z)  Pla<X <b) = J! fx(a)de
also, fx(x) = (ﬂiﬁm)
CDF CDF
Fx(z) = 3 px(x) Fx(@) = [ frlu)du

Examples of discrete distributions include Poisson, Bernoulli, and multi-
nomial. Examples of continuous distributions include normal (Gaussian), uni-
form, and Pearson. These are also called parametric population probability
distributions. When dealing with data samples, the sample or empirical ver-
sion of the distribution (ECDF) is given by

ECDF(t) = ; i Linen (1) (1.1)

where n is the sample size and 1g4y(-) is the indicator function of event A,
that takes the value of one if event A is true, or zero otherwise. Therefore,
given a value t, the ECDF returns the ratio between the number of elements
in the sample that are less than or equal to ¢t and the sample size.

1.2.1.3 Moments

The distribution of a r.v. can be characterized by scalar quantities that
have practical interpretations. One example of such quantitative measures are
moments. The first moment is called the mean, average, or ezpected value of
a r.v. and is usually denoted by px = E[X], where E[-| is the expectation
operator. For a discrete r.v., uy = Y ,cq2px(x), and for a continuous r.v.,
ux = [Tooxfx(x)dz. We distinguish central from raw moments. Central
moments are defined relative to the first moment. The r-th central moment,
wr = E[(X — pux)"], is defined by

Discrete: p, = Y _(x — px) px(z) (1.2)
xeQ)
Continuous: y, = /Oo (x — px)" fx(x)dz (1.3)



whereas the r-th raw moment, p,. = E[X"], is given by

Discrete: p, = Y 2'px(z) (1.4)
e

Continuous: y,. = / " fx(x)dx (1.5)

Some central moments receive special names: g is the variance (also com-
monly denoted by ¢?), which is a measure of the spread of a distribution, us
is the skewness, which is a measure of the asymmetry of a distribution, and
14 is the kurtosis, which is a measure of the “peakedness” or the “weight” of
the tails of a distribution.

Sample versions of moments and their estimates can also be calculated
(Klemens, 2009). For instance, for N data points, the unbiased sample esti-
mate of the mean and variance are given by:

1 N
p=—> 1.
T Ni:1:vz (1.6)
2 a 2
L < P 1.
g N—li:1<xl x) (7)

Remark 2. The concept of expectation includes that of probability as a
special case. Let 14 be the indicator r.v. (or function) of event (or set of
outcomes, subset of sample space) A. Therefore, in a discrete probability
space, we have that E[14] = 1 x P(A) + 0 x P(A¢) = P(A), where A° is the
complement of A. The same result can be obtained in a continuous probability
space.

1.2.1.4 Quantiles

The interpretation and mathematical definition of quantiles varies accord-
ing to the nature of the r.v. and when dealing with data samples (Parzen,
2004). For continuous random variables (r.vs.), quantiles are values taken at
regular intervals from the inverse of the distribution. The quantile function for
a continuous r.v. X, Fy'(), returns a threshold value z below which random
draws from the given distribution would fall p percent of the time. It is defined
as follows,

Fx'(p) = inf {p < Fx(2)} (1.8)

where p € [0,1] is a probability value. Different expressions are given for the
discrete and sample versions.

The case of data samples is particularly relevant when employing data-
driven methods. Given a data sample, a quantile is the value that divides a
data set into two subsets. The 50" 100-quantile (also called 50" percentile
or median) separates the higher half of a data set from the lower half. In
other words, there is at most 50% probability that a random variable will be
less than the median. The 4-quantiles are called quartiles, the 5-quantiles are
called quintiles and so on.



1.2.1.5 Multivariate Distributions and Independence

Similarly for a vector of real numbers and multivariate real functions, a
vector of r.vs. (i.e., random vector) with n elements can be used to construct a
multivariate distribution, which can be denoted by Fx, x,.. x, (21,22, ..., Zy).
The concept of independence of r.vs. is connected to the one for events in
elementary probability theory: two events A; and A,y are independent if and
only if their joint probability (i.e., the probability of their intersection) equals
the product of their individual (or marginal) probabilities. Mathematically,
P(A; N Ay) = P(A;)P(Ay). Now consider two independent r.vs., X; and
X, and the two events {X; < z1} and {X, < z,}; thus, we have that
Fx, x,(x1,22) = Fx,(x1)Fx,(x2). The same relationship applies to densities
and can be extended to n dimensions.

The notion of moments for single r.vs. can be expanded to more vari-
ables, and they are called co-moments. The case of two r.vs. is particu-
larly important, specially for the second co-moment, also called covariance,

oxy = E[(X — ux)(Y — py)], which is defined as follows:

Discrete:  oxy = >, > (. — px)(y — py)pxy (2, y) (1.9)

CEEQX yEQy

Continuous: oxy = /_ /_ (x — ux)(y — py) fxy(z,y)dedy (1.10)

The sample version of the covariance is given by:

. 1 & _ _
vy = v 2 (T —T)(yi — 9) (1.11)
N -1
where N is the sample size, and z = N' SN z; and § = NP 2Ny are
sample means.

1.2.1.6 Marginal and Conditional Distributions and Moments

As previously mentioned, marginal distributions can be obtained from the
joint distribution. For instance, given a bivariate density fx, x,(z1,z2), the
marginal density with respect to X; is calculated by

fx (o) = [

o0

fX1,X2(x17x2)dx2 (112)

From the marginal density, one can obtain its associated marginal moments
using the formulas aforementioned. Conditional distributions are defined when
certain r.vs. of the random vector take on specific values. For example, consider
the joint distribution F, x,(z1,22) where both r.vs. are continuous. The
conditional distribution of X; given X, = x5 is denoted by Fx,|x,(x1|z2). The
following relationship follows:

Fx, x,(x1,x2)

Fr, (1) (1.13)

Fx1x, (21]22) =



Similarly to marginal moments, conditional moments can be obtained from
conditional distributions. One frequently used conditional moment is the con-
ditional expected value, or regression function, which will be discussed in the
next subsection.

Remark 3. As an extension of the property of the expectation discussed
in Remark 2, we have that the conditional probability of an event A given
r.v. X is a special case of the conditional expected value. Mathematically,
E[14]X] =P(A|X).

1.2.2 Applications

In this subsection, we provide a brief discussion on some applications of Prob-
ability and Statistics that form the basis of the data-driven methods proposed
in this thesis. In particular, the scenario generation framework proposed in
Chapter 3 is aided by time series analysis, which is based on regression analy-
sis. In Chapter 4, data-driven chance constraints are reformulated to algebraic
constraints via a nonparametric technique called kernel smoothing. Produc-
tion variability in Chapter 5 is modeled using quantile regression. Lastly, in
Chapter 6, the relationship between selling price and demand can be modeled
via price-response models, which are usually classical regression models.

1.2.2.1 Classical and Quantile Regression

Let X and Y denote the predictor (or covariate or input) and the response
(or output) r.vs. whose values are denoted by = and y, respectively. We restrict
the discussion to continuous random variables only.

In regression analysis, the regression model is generally written as,

Y = f(X)+e (1.14)

where f(-) is a mathematical formula that expresses the relationship between
X and Y, and € is the random error term assumed to have mean zero, ho-
moskedastic (i.e., its variance is constant over the range of X values), and
uncorrelated with X (Montgomery & Runger, 2003). In linear (classical) re-
gression, for example, f(X) = [y + £1 X, where 5y and (; are parameters to
be estimated. Nonlinear parametric and nonparametric functions can also be
used to model the relationship between X and Y (see overview on “Kernel
Smoothing” below).
We want to predict Y values for given X values. In classical regression, we
write,
V = E[Y|X = ] (1.15)

where Y~ denotes the predicted response variable and E[] is the expectation
operator. In other words, Y is the mean of Y values conditional on X = .
Therefore, for a distribution of X, the result of a classical regression analysis
is a single point (the mean) of the distribution of Y.

A more general approach to regression analysis is quantile regression (Koenker,
2005). A quantile is the value that divides a data set in two subsets. The 50!
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100-quantile (also called 50" percentile or median) separates the higher half
of a data set from the lower half. In other words, there is at most 50% proba-
bility that a random variable will be less than the median. The 4-quantiles are
called quartiles, the 5-quantiles are called quintiles and so on. In this thesis,
we will use quantile and 100-quantile interchangeably.

In quantile regression, the predicted Y values correspond to quantiles of
the distribution of Y conditional on X = x. Mathematically,

V =Q.Y|X = 1] (1.16)

where ),[] denotes the 100a-th quantile and a € [0, 1] is the probability
level. Similarly to classical regression, quantile regression can be performed
parametrically (linear and nonlinear models such as smoothing splines) as well
as nonparametrically (e.g., kernel smoothing (Li & Racine, 2007)).

Figure 1.2 illustrates regression analysis in the general case. In the general
case of regression analysis, the objective is to model the relationship between
the distribution of X and the distribution of Y, i.e., to predict Fy(y) from
Fx(x), where Fy () and Fx(-) are the cumulative distribution functions of ¥’
and X, respectively. Classical regression provides the mean whereas quantile
regression provides any quantile of the distribution of Y conditional on X = z.

Input: X Output: Y
Given X =z
Regression

> 1 > 1

= 1 £ [

(7] 1 wv 1 1

c 1 c [

g i i 8 A
! Analysis ! il i
1 1 1
; P
xr

1 I} a
1st Quartile j Q" Quartile

Mean Median

Figure 1.2: General case of regression analysis. Classical regression only pro-
vides mean output, whereas quantile regression provides any point of the out-
put distribution.

1.2.2.2 Time Series Analysis

Building good time series models is a very complex task. Much effort goes
into identifying exogenous or external drivers (what economic or other factors
affect the output variables?) as well as seasonal, trend, and cyclical factors in
the data in order to obtain good forecasts. In addition, the “big data” problem
is also a reality for time-stamped data recorded at a particular frequency due
to the availability of numerous databases, such as Global Insight, Chemical
Markets Associates Inc. (CMAI), government sources, and more. Therefore,
data mining techniques applied to time series data have demonstrated signifi-
cant value regarding inventory cost reduction as well as a revenue optimization
(Rey, Kordon, & Wells, 2012). The literature on time series analysis is vast;

10



there are standard reference books and dedicated journals. Excellent and in-
fluential books are: Box, Jenkins, & Reinsel (2008); Brockwell & Davis (2002);
Fan & Yao (2002a); Tong (1993). We provide a very brief introduction to time
series analysis, which comprises theoretical and applied concepts in modeling
and forecasting.

We begin with some definitions. A stochastic process represents the evolu-
tion of a system over time and constitutes of a collection of random variables.
A particular case of stochastic process when discrete time is considered is time
series. A time series is a set of observations, each one being recorded at a
specific time ¢. Differently from static data types, time series data can be
related to themselves over time, i.e., they are serially correlated in time. In
other words, it means that there is a dependency between a observations at
time periods ¢t and t 4+ h, where h is a time lag. However, this dependency
typically decays as h — oo.

A fundamental concept in time series analysis is stationarity. More de-
tailed definitions of the types of stationarity are given in the aforementioned
references, but for the purposes of this brief overview a time series is stationary
if its statistical properties do not change over time. This is an important char-
acteristic of modeling time series since in order to make predictions something
should not vary with time.

Time series models can be linear or nonlinear, parametric or nonpara-
metric, and the process of fitting a model to historical data is a parameter
estimation problem. Some advantages of using linear models are: (1) linear
difference equations are simple and a complete theory is available; (2) it is
generally computationally tractable to obtain parsimonious linear models; (3)
much experience has been accumulated in their application. However, some of
the shortcomings of linear models are: (1) they are not ideally suited for data
exhibiting strong asymmetry (these models are often stationary Gaussian, thus
having symmetric joint distributions); (2) alternative preferable models exist
for data exhibiting sudden bursts of large amplitude at irregular times; (3)
they may fail to represent time irreversible stochastic processes.

Two popular models are presented as follows. An extensive treatment of
the many models that have been proposed is beyond the scope of this overview,
but can be found in the references aforementioned.

Linear Models. A general linear model is the Autoregressive Integrated
Moving Average, ARIMA(p,d,q), model. The model parameters p, d, and ¢
correspond to the autoregressive order or how far back in time values of the
output variable influence its current value, the number of differences necessary
to render the time series stationary (de-trend the series), and the number of
lagged errors, respectively. The mathematical expression for an ARIMA model
is as follows:

(1—2@ ) B)YY, = (1-293) (1.17)
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where Y; is the output variable representing the stochastic process, B is the
backshift or lag operator (B"Y; = Y;_;), ¢ are the error terms and also called
residuals or innovations, and ¢; and 6; are parameters to be estimated. When
the innovations are assumed to follow a Normal distribution, this is generally
called a linear Gaussian model.

If external driver variables, also known as covariates, are considered, then
we have an ARIMAX model. For example, if product demand is the output
variable, then a possible external driver variable may be an economic indica-
tor such as the Gross Domestic Product (GDP). Thus, it may be relevant to
include time series data of GDP in order to improve the accuracy of demand
forecasts for the product of interest. When multiple output variables are con-
sidered simultaneously, then the model name is prefixed by the word “Vector”
and we have VARMA and VARMAX models (assuming that the series has
been previously differenced so the "I’ is dropped).

A key result of time series forecasting is that the predictor or optimal
point forecast is the mean conditional on past observations. Mathematically,
the estimated forecast value h time steps ahead the current time ¢ is given by:
Y/Hh = E[Yi4r|Y:]. In other words, the conditional mean of an ARIMA model
is readily available via forecasting. The variance is assumed to be constant
over time.

Nonlinear Models. Many nonlinear time series models have been proposed
in the literature. Some are used in conjunction with linear ARIMA mod-
els, such as the Generalized Autoregressive Conditional Heteroskedasticity
(GARCH) model that considers a time-varying (heteroskedastic) conditional
variance. There are several variations of the GARCH model; for instance, the
Exponential GARCH (EGARCH) model was used by Deniz & Luxhgj (2011)
to generate a multi-stage scenario tree for a portfolio management problem.

We focus on a nonparametric model called Nonlinear Additive Autore-
gressive (NAAR or sometimes simply AAR). A NAAR model of order p, or
NAAR(p), is given by:

Y, = ifi(yt_i)—f—et (1.18)
i=1

where f;(-) are univariate functions and can be estimated. Typically, cubic
splines are used, thus adding considerable flexibility to the model. Note that
an AR(p) model is a special case of a NAAR(p) model.

Likewise for linear models, predicting a value h steps ahead, or }A/Hh, is
a regression problem and the outcome is the conditional expectation. Het-
eroskedastic conditional variance can also be modeled with, for example, a
Generalized Additive Model (GAM) fitted to the residuals of the NAAR(p)
model. Moreover, exogenous variables may be included in the model yielding
a NAAR model with eXogeneous variables (NAARX) (Chen & Tsay, 1993).

In addition to the models mentioned in this section, several other nonlin-
ear, parametric and nonparametric, models have been proposed and adapted
to time series modeling, to name a few: Artificial Neural Networks (ANN),
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Threshold Autoregressive (TAR), and Kernel Density Estimation (KDE).

Simulation of Time Series. Once a time series model, parametric or non-
parametric, has been chosen, it can be simulated to generate different paths
with specified number of observations. From the simulated paths, one can esti-
mate statistics of the distribution of the generated data. Examples of statistics
include quantiles and (empirical) cumulative distribution function.

Parametric models, such as the linear ARIMA models discussed in para-
graph 1.2.2.2, can be simulated by randomly generating residuals or innova-
tions, €, according to some probability distribution model (usually Normal),
and then computing the values of the dependent variable using the regressed
model.

A simulation approach that does not rely on assuming the distribution of
the innovations is based on the bootstrap method originally proposed by Efron
(1979). Bootstrapping falls in the class of resampling methods and consists
of estimating properties of an estimator by measuring those properties when
sampling from an approximating distribution, such as the empirical distribu-
tion. Additional care must be taken when using bootstrap methods with time
series data — they contain dependent observations in time — in order to preserve
the time-series effects.

Two basic approaches for resampling in the time domain are (Davison &
Hinkley, 1997): model-based and block resampling. The idea in model-based
resampling is to fit a suitable model to the data, to construct residuals from the
fitted model, and then to generate new series by incorporating random samples
from the residuals into the fitted model. Block resampling, on the other hand,
operates on blocks of consecutive observations instead of innovations. The
data set is divided into blocks with specified length, which can be fixed or
geometrically-distributed with given mean, and they comprise the bootstrap
samples. The idea underlying this approach is that if the blocks are long
enough, then enough of the original dependence will be preserved.

Software. Statistical procedures, many of the popular models discussed in
the literature as well as forecasting capabilities, are available in program-
ming languages and software packages. A few examples are: R program-
ming language (R Core Team, 2015), MATLAB® (The MathWorks Inc.,
2015), SAS® software (SAS Institute, 2015), Stata (StataCorp LP, 2015),
and EViews (IHS Inc., 2013).

1.2.2.3 Kernel Smoothing

Kernel smoothing falls into the category of nonparametric statistical meth-
ods, i.e., they do not require the user to specify functional forms for random
variables being estimated. Examples of kernel smoothing techniques include
Kernel Density/Distribution Estimation (KDE) and Kernel Regression (KR).
The literature on kernel smoothing is extensive, such as Silverman (1986);
Scott (1992); Pagan & Ullah (1999); Koenker (2005); Li & Racine (2007) to
name a few. Most of the material presented in this overview is taken from
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Racine (2008), which is an excellent short introductory book on kernel meth-
ods.

The notation used in this section is as follows. Let X be a continuous ran-
dom variable (r.v.) whose unknown true probability density function (PDF
or simply density) and cumulative distribution function (CDF or simply dis-
tribution) are denoted by f(x) and F(z), respectively. Here, x is a possible
realization of the r.v. X. Given a series of n independent and identically
distributed (i.i.d.) data sample (this assumption is weakened when dealing
with autocorrelated data, see paragraph 1.2.2.3), the main goal of KDE is
to obtain an estimate f () of the unknown true density. It does so without
resorting to simple parametric reductions of the problem, and this makes it a
nonparametric method.

Univariate KDE. As an illustration, suppose X is governed by a data
generating process (DGP) characterized by a mixture of Gaussian models
(N(30,4/9) and N(32,4/9) with weights 0.6 and 0.4, respectively). Note that,
in reality, we may not know the true DGP. Figure 1.3 shows the histogram
and the density estimated with KDE for a sample size of n = 500. Note that
the estimated density captures the bimodal behavior of the data as well as
tail effects (extreme realizations). The main components of a kernel density
estimator—weights and bandwidth—are also illustrated. Briefly, the kernel
(weighting) function assigns more weight to data points that are close to a
given x, i.e., within a window or bandwidth.

PDF Estimation

e I ——  Histogram
/ \ —— KDE

0.15
I

\ —_—

Density
0.10

0.05
I

0.00
1

T
28 29 30 31 32 3.
Data

Figure 1.3: Illustration of Kernel Density Estimation for an assumed data
generating process consisting of a mixture of Gaussian models.

In mathematical terms, the kernel density estimator is given by

nh -

)

fa) = — :1K (x _hX) (1.19)

where X; is an observation (data point) of X, h is the bandwidth (scaling factor
that controls the smoothness or roughness of a density estimate), and K () is
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the kernel or weighting function. Several kernel functions have been proposed
and used. Table 1.2 shows a few examples of kernel functions of which the
Gaussian kernel is the only one that does not have a compact support.

Table 1.2: Some kernel functions commonly used in kernel density estimation.

Name Formula! K (u) [lustration
Gaussian L e~3v’ Gaussi Epanechnik Tri-cul
- aussian - '+ - Lpanecnnikov —— Iri-cube
V2T ‘
1 - -
3 0.8+ .
Epanechnikov Z<1 —u*)lgy<y(u) 6l |
= 0.
< 04l .
, a3 0.2] .
Tri-cube (1 = |ul?)’Lgu<ay (u)
O - .|
—2 —1 0 1 2
u

T 1,4(-) is the indicator function, which equals to 1 if A is true, and 0 otherwise.

It can be shown that the choice of the bandwidth, rather than the kernel, is
crucial to obtain accurate results with KDE. Four methods have been proposed
to select the optimal bandwidth: rule-of-thumb, plug-in, least squares cross-
validation, and likelihood cross-validation. The cross-validation-based meth-
ods are fully automatic or “data-driven” in the sense that they are tailored
to the sample data under consideration. Cross-validation is a powerful model
validation statistical technique for assessing how the results of a statistical
analysis will generalize to an independent data set. When cross-validation is
applied to the selection of the optimal bandwidth in the least squares method,
for example, the objective function to be minimized can be written as follows
(see Li & Racine (2007) for details):

V0= S (55 - n e (P o

where K (v) = [ K(u)K (v — u)du is the two-fold convolution kernel derived
from K (-).

Distribution functions, F'(x), can also be estimated using kernel functions
and selecting optimal bandwidths. The expression of the kernel estimator for
a distribution function is given by:

2:: (x — X ) (1.21)
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where K(u) = [ K(u)du is the integrated kernel function. For instance, the
integrated kernel function of the Gaussian kernel ¢(-) is the standard normal
or Gaussian distribution function ®(-):

Kammsion (1) = D (1) = /_"OO \/12_7Te§t2dt -~ /_"OO (t)dt = ; [1 +erf (\%)] |
(1.22

where erf(u) = % [, e /2dt is the error function.

Multivariate KDE. When considering multiple r.vs., a standard, but not
the only approach, is to use product kernels. A product kernel consists of
the product of univariate kernels, each one for each random variable under
consideration. Each univariate kernel has its associated bandwidth. Suppose
we are interested in estimating the joint PDF and joint CDF of m r.vs. The
kernel joint density and distribution can the be written as follows:

A 1 &1 x; — X,
flay, ..o xy) = — —K; <H> (1.23)
n zz:lgl_ll hj h;
. 1n.om X
F(zy,...,zm) = —> [IK; <5M> (1.24)
N1 j=1 h;
Cross-validation techniques can also be used to estimate each h;, 7 =1, ..., m,

for a given choice of univariate kernels K;(-) and ;(-).

Conditional densities and distributions can also be estimated via KDE.
For example, suppose X; and X5 are two continuous r.vs. for which we want
to estimate the conditional density of X, given X7, i.e., fX2|X1(x2|x1). By
definition, we have,

A . fXLXQ(Il’xQ)
fxox, (@2]21) = T () (1.25)

where fAXI,X2 (x1,22) is the estimated joint PDF of X; and X, and le(:vl) is
the estimated marginal density of X;. Once again, cross-validation methods
can be used to estimate conditional densities and distributions, and have the
property of detecting which components of the random variables are irrelevant
for the conditional dependency relationship among them. By extension, con-
ditional quantiles can also be estimated, which is useful when applying Kernel
Regression (KR) to stochastic processes as discussed next.

Conditional Quantiles of Autocorrelated Data. When the uncertain
parameter is a stochastic process, i.e., the collection of r.vs. that represent the
evolution of a system over time, then the autocorrelation between observations
in different time points may not be ignored. In other words, we cannot treat
the observations as i.i.d. data. Typical examples of stochastic processes are
product demand and selling price, which can be modeled and forecast using
(non)parametric time series models. It is beyond the scope of this article to
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review time series analysis, and standard references are available (Brockwell
& Davis, 2002; Fan & Yao, 2002a).

To be more specific, we consider the case of weakly dependent data (see
Chapter 18 in Li & Racine (2007)). That is, we assume that the dependence of
an observation at time period/point ¢ goes to zero for observations sufficiently
far in the past, say prior to t —d. Consider the following simple autoregressive
model:

i =9(Yi1,...,Yioq) + uy, t=1, ..., T (1.26)

where Y; is a r.v. of interest (e.g., product demand), ¢(-) is the regression
function, and wu, is the model error term, which is assumed to be uncorrelated
with Y}, i.e., E(w|Yy,...Yr) =0.

For a linear regression function, e.g., g(Y;_1,...,Yiq) = co+ X', 4¢.Y;
where ¢y and ¢,, T =t —d, ..., t, are the model parameters, classical lin-
ear regression is used to obtain the mean of the output/response variable (Y;)
conditional on the input variables or covariates (Y;_1,...,Y;_4) by estimating
the model parameters (denoted by é, and é,, 7 =t —d, ..., t). Nonlinear
parametric models as well as nonparametric techniques can also be used in
classical regression. Quantile regression (Koenker, 2005), on the other hand,
gives a more detailed description of the underlying distribution, since the out-
put of the regression is a specified conditional quantile (e.g., median). Non-
parametric conditional quantile regression is an optimization-based approach
to estimate quantiles of a regression model where the regression function is
conditionally estimated using a kernel function. Figure 1.4 illustrates kernel
regression applied to conditional quantile estimation of a stochastic process.
For more details, see Chapter 6 in Li & Racine (2007), Li, Liu, & Zhu (2007).

Nonparametric Conditional Quantile Regression

—— Data

,,,,, 5 Quantile

......... 50™ Quantile
- 95" Quantile

32
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24

22

20

T T T T T T T
1946 1948 1950 1952 1954 1956 1958 1960
Year

Figure 1.4: Illustration of Kernel Regression for conditional quantile estimation
of a stochastic process.

Available Software. Several software packages and programming languages
offer kernel smoothing features, functions, and routines. Different computer
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codes take different approaches for the calculation of optimal bandwidths
(plug-in vs. cross-validation methods) and estimation of quantiles (PDF-based
vs. CDF-based). Some examples include R programming language (R Core
Team, 2015) (packages np, ks, KernSmooth), MATLAB® (The MathWorks
Inc., 2015) (function ksdensity), SAS®) software (SAS Institute, 2015) (pro-
cedure KDE), Stata (StataCorp LP, 2015) (command kdensity).

1.3 Optimization Under Uncertainty

In this section, we first give a general formulation for mathematical optimiza-
tion under uncertainty (Georghiou, Wiesemann, & Kuhn, 2011), then address
two special cases: Stochastic Programming and Chance-Constrained Program-
ming. The former is used to model problems in Chapters 3, 5 and 6, whereas
the latter is the topic of Chapter 4.

In optimization under uncertainty, the nature of the decisions is related
to the knowledge of the realization of the uncertainty at a given stage in
the decision-making process. Decisions are classified as here-and-now, when
they are taken before the realization of the uncertainty, and wait-and-see,
when taken after the values of the uncertain parameters (random variables)
are revealed (i.e., recourse actions). This two-stage decision-making process
can be generalized to account for multiple stages. In multi-period problems,
usually, even though not necessarily, a stage corresponds to a single time period
or a cluster of time periods.

Before presenting the general formulation, we describe its structure and
notation. A decision maker first observes a vector of uncertain parameters
& € R™ and then takes decisions xl(&) € R™. Subsequently, the value of
a second vector of uncertain parameters & € RF2 is revealed, and the re-
course actions taken by the decision maker are denoted by 1'2(51,52) e R,
This process is repeated for T stages, where at any stage t = 1,...,7T the
decision maker observes a vector of uncertain parameters & and takes deci-
sions xt(él, e ,é}). It is important to note that decisions taken at stage ¢
depend on the whole history of past observations of &, ..., &, but they may
not depend on future observations of &1, ..., &r. This feature is the so-called
non-anticipativity condition (NAC), which ensures causality of events. To sim-
plify notation, we define the random variables of the history of observations
up to time t as & = (51, e ,é’t) € R, where k' = >-*_, k,. Moreover, let

T = {xl(&), . ,xT(gT)] € R" and € = j&, . ,ET} € R* denote the vector
concatenations of all decision variables and uncertain parameters, respectively,
where n = Zthl n, and k = kL.
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The general formulation is given as follows:

it is assumed that the vector of cost coefficients in the objective function
depends linearly on the observation history, i.e., ct(gt) = ¢!, where C, €
R™ >k is some matrix. The expectation operator Eg [-] is applied to the random
vector &, = is the set of all expressions of the uncertain parameters (recall
from Section 1.2 that a random variable is a measurable function; thus, in
general, = corresponds to the Cartesian product of the images of each element
of the random vector). The constraints contain the deterministic matrix A; s €
R™*"s and the uncertain right-hand side vector by(£') € R™, which is assumed
to be of the form b,(£") = B,&* for some matrix B, € R™**¥". The conditional
expectation Eg [ | ét} treats the individual values of &, ..., & as realized and
performs the expectation operation only with respect to future observations

of gt-ﬁ-la s 7£T-

1.3.1 Stochastic Programming

The general formulation in equation (1.27) can be specialized to a linear, multi-
stage stochastic programming (MSSP) problem with recourse (Birge & Lou-
veaux, 2011). In order to satisfy the NAC, we must set A, =0 for all ¢ < s,
which has the effect that the term inside the conditional expectation of the
t-th stage constraint becomes independent of &1, ...,&p. Thus, the condi-
tional expectation becomes redundant as the term that is conditioned on, é ,
is treated as a constant. The MSSP problem formulation is given by,

i Be |3 (€)@

T B . (1.28)
ASS s >b t ng
.. ; R GO OV Y

2,(€") > 0

1.3.2 Chance-Constrained Programming

Chance-constrained programming (CCP) was originally proposed by Charnes
& Cooper (1959) and its theory is expanded in Prékopa (1995). Let Pz be the

(joint) distribution of £&. The multi-stage generalization of CCP problems can

19



be expressed as follows:

T
s.t. ]P)g (Z aiytxt(ft) Z bl(§)> 2 1— a; Vi= 1, c. 7[

1
> () Vées, t=1,...,T

(1.29)

where a;; € R™, b;(§) € R, and «a; € (0,1]. The probabilistic or chance con-
straint requires that the argument of Pg(-) should be satisfied with probability
at least 1— q;, which is called the confidence level. «; is called the risk level. It
can be shown that the formulation in equation (1.29) has a tight conservative
approximation to the general formulation in equation (1.27).

1.4 Overview of the Thesis

Figure 1.5 shows a graphic overview of the topics in Chapters 2 to 6. The appli-
cation discussed in Chapter 4 motivated the novel work proposed in Chapter 5.
The following subsections provide an abstract of all the chapters.

Deterministic Data-Driven Stochastic

Chapter 2:
Integration of planning and
scheduling and hybrid
Bilevel-Lagrangean
decomposition

Chapter 3:
Scenario generation via
statistical-property and

distribution matching

- N
Chapter 4:
Data-driven individual and
joint chance constraints
with kernel smoothing

Chapter 5:
Production variability in the
operations planning of
S&OP: simulation and
optimization methods

- B

Chapter 6:
Combined optimal
procurement selection and
selling price optimization
\_ under uncertainty J

Figure 1.5: Overview of the thesis.

1.4.1 Chapter 2

Motivated by a real-world industrial problem, Chapter 2 deals with the in-
tegration of planning and scheduling in the operation of a network of batch
plants. The network consists of single-stage, multiproduct batch plants located
in different sites, which can exchange intermediate products in order to blend
them to obtain finished products. The time horizon is given and divided into
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multiple time periods, at the end of which the customer demands have to be
exactly satisfied. The planning model is a simplified and aggregate formulation
derived from the detailed precedence-based scheduling formulation. Traveling
Salesman Problem (TSP) constraints are incorporated at the planning level in
order to predict the sequence-dependent changeovers between groups of prod-
ucts, within and across time periods, without requiring the detailed timing of
operations, which is performed at the scheduling level. In an effort to avoid
solving the full-space, rigorous scheduling model, especially for large problem
sizes, two decomposition strategies are investigated: Bilevel and Temporal La-
grangean. We demonstrate that Bilevel Decomposition is efficient for small
to medium problem instances and that further decomposition of the planning
problem, yielding a hybrid decomposition scheme, is advantageous for tackling
a large-scale industrial test case.

1.4.2 Chapter 3

In this chapter, we bring systematic methods for scenario tree generation to
the attention of the Process Systems Engineering community. We focus on a
general, data-driven optimization-based method for generating scenario trees
that does not require strict assumptions on the probability distributions of
the uncertain parameters. Using as a basis the Moment Matching Problem
(MMP) originally proposed by Hoyland & Wallace (2001), we propose match-
ing marginal (Empirical) Cumulative Distribution Function information of the
uncertain parameters in order to cope with potentially under-specified MMP
formulations. The new method gives rise to a Distribution Matching Problem
(DMP) that is aided by predictive analytics. We present two approaches for
generating multi-stage scenario trees by considering time series modeling and
forecasting. The aforementioned techniques are illustrated with a production
planning problem with uncertainty in production yield and correlated product
demands.

1.4.3 Chapter 4

We propose a data-driven, nonparametric approach to reformulate (condi-
tional) individual and joint chance constraints with right-hand side uncertainty
into algebraic constraints. The approach consists of using kernel smoothing to
approximate unknown true continuous probability density/distribution func-
tions. Given historical data for continuous univariate or multivariate random
variables (uncertain parameters in an optimization model), the inverse cu-
mulative distribution function (quantile function) and the joint cumulative
distribution function are estimated for the univariate and multivariate cases,
respectively. The approach relies on the construction of a confidence set that
contains the unknown true distribution. The distance between the true dis-
tribution and its estimate is modeled via ¢-divergences. We propose a new
way of specifying the size of the confidence set (i.e., the ¢-divergence tolerance)
based on point-wise standard errors of the smoothing estimates. The approach
is illustrated with a motivating and an industrial production planning problem
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with uncertain plant production rates.

1.4.4 Chapter 5

We propose two data-driven, optimization-based frameworks (simulation-
optimization and bi-objective optimization) to account for production vari-
ability in the operations planning stage of the Sales and Operations Planning
(S&OP) of an enterprise. Production variability is measured as the deviation
between historical planned (target) and actual (achieved) production rates.
A statistical technique, namely, quantile regression is used to model the dis-
tribution of deviation values given planned production rates. Scenarios are
constructed by sampling from the distribution of deviation values and used as
inputs to the proposed optimization-based frameworks. Advantages and dis-
advantages of the two proposed frameworks are discussed. The applicability of
the proposed methodology is illustrated with a detailed analysis of the results
of a motivating example and a real-world production planning problem from
a chemical company.

1.4.5 Chapter 6

In this chapter, we propose extending the production planning decisions of a
chemical process network to include optimal contract selection under uncer-
tainty with suppliers and product selling price optimization. We use three
quantity-based contract models: discount after a certain purchased amount,
bulk discount, and fixed duration contracts. With regards to pricing models,
we argue that general regression models can be used to describe the rela-
tionship between selling price, demand, and possibly other predictors, such
as economic indicators. For illustration purposes, we consider three demand-
response models (i.e., selling price as a function of demand) that are typically
encountered in the literature: linear, constant-elasticity, and logit. Uncertainty
is considered and modeled in both supply (e.g., raw material spot market price)
and demand (random nature of the residuals of the regression models). The
proposed method is illustrated with two numerical examples of chemical pro-
cess networks.

1.4.6 Chapter 7

Chapter 7 provides a critical review of the work in this thesis, along with a
summary of its contributions and suggestions for future work. This thesis has
led to the following papers:

e Calfa, B. A., Agarwal, A., Grossmann, I. E. & Wassick, J. M. (2013)
Hybrid Bilevel-Lagrangean Decomposition Scheme for the Integration of
Planning and Scheduling of a Network of Batch Plants. Industrial &
Engineering Chemistry Research. 52(5): 2152-2167.

e Calfa, B. A. (2014) A Memory-Efficient Implementation of Multi-Period
Two- and Multi-Stage Stochastic Programming Models. Carnegie Mellon
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University. Technical Report. Available at: http://repository.cmu.
edu/cheme/246/.

Calfa, B. A., Agarwal, A., Grossmann, I. E., & Wassick, J. M. (2014)
Data-Driven Multi-Stage Scenario Tree Generation via Statistical Prop-
erty and Distribution Matching. Computers & Chemical Engineer-
ing. 68(1): 7-23.

Calfa, B. A., Grossmann, I. E., Agarwal, A., & Wassick, J. M. (2015)
Data-Driven Individual and Joint Chance-Constrained Optimization via
Kernel Smoothing. Computers & Chemical Engineering,.
Submitted for publication.

Calfa, B. A., Agarwal, A., Wassick, J. M. & Grossmann, 1. E. (2015)
Data-Driven Simulation and Optimization Approaches to Incorporate
Production Variability in Sales and Operations Planning. Industrial
& Engineering Chemistry Research.

Submitted for publication.

Calfa, B. A.; & Grossmann, 1. E. (2015) Optimal Procurement Contract
Selection with Price Optimization under Uncertainty for Process Net-
works. Computers & Chemical Engineering.

Submitted for publication.
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Chapter 2

Hybrid Bilevel-Lagrangean
Decomposition Scheme for the
Integration of Planning and
Scheduling of a Network of
Batch Plants

Notation

Indices

/
Y
-/

\.Sv Q

!/

o~
o~ =

S s

Sets
Gul

[ul
1B;
IFP,
11;

Products groups

Products (finished, intermediate, and blended products)
Locations (plants and customers)

Raw materials

Time periods

Processing units

Set of groups that can be processed in unit u of plant [
Set of products that belong to group g

Set of products that can be processed in unit u of plant [
Set of blended products ¢

Set of finished products ¢

Set of finished and intermediate products ¢
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I1Ly, Set of products ¢ processed in plant [

1PM,; Set of intermediate products ¢

LCI; Set of customers [ that demand product ¢

LP, Set of plants

R Set of raw materials r

T Set of time periods

Ug Set of units of plant [ that can process group g

Ua Set of units of plant [ that can process product i

U Set of blended units of plant [

Parameters

BINVC,;; Blending inventory cost of product ¢ in plant [ at time period
t

BINVU;; Upper bound for blending inventory for product i in plant [ at
time period ¢

BPH, Batches per hour of product 7 in unit v in plant [

BRiin Blending ratio between individual products ¢ and ¢’ in plant [

BS;u Batch size of product ¢ in unit « in plant [

CCygrut Changeover cost between group ¢ and group ¢’ in unit u in
plant [

CRP;in Conversion ratio from intermediate product ¢ to finished prod-
uct ¢’ in plant [

CRR, 4 Conversion ratio from raw material r to product 7 in plant [

CTygru Changeover time between group g and group ¢’ in unit u in
plant [

DL;; Demand of product ¢ for customer [ at the end of time period
t

H, Duration of time period ¢

INVC,y, Dedicated inventory cost of product ¢ in plant [ at time period
t

INVU;; Upper bound for dedicated inventory for product ¢ in plant [
at time period ¢

IRPC,; Inbound transportation cost of raw material r to plant [

MPPA; Maximum number of plants that can produce product ¢

OPCu Operating cost of unit w in plant [ at time period ¢

OTPC;y  Outbound transportation cost of product ¢ from plant [ to
customer [’

PALB; Minimum production capacity of product ¢ in plant [

PAUB;, Maximum production capacity of product ¢ in plant [
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PCAP,
SUC'LUZ

SUUB;,
SUUBT
TCBPy

Maximum production capacity of plant [ at time period ¢
Penalty cost for introducing a new product ¢ in unit u of plant
[ that does not normally process product ¢

Upper bound on the number of scale-up decisions in plant [
Upper bound on the number of scale-up decisions for all plants
Transportation cost from plant [ to another plant [’

Common Variables

BAy
BINViy
INViy
INV slk;,
IS Ty

N B
PAiult
PRM;,
PRMI;;
PRMOy;
RM,

S L

ST Ry,

T Ajing

T AL,

TAO;ny

Production amount of blended product 7 in plant [ at time
period t

Inventory levels of blended product ¢ in plant [ at time ¢ for
blending storage vessels

Inventory levels of product ¢ in plant [ at time ¢ for dedicated
storage vessels

Slack variable for maximum storage violation of product ¢ in
plant [ at time period ¢

Inter-site transported amounts of product ¢ between plants [
and [” at time period ¢

Number of batches of product ¢ in unit » in plant [ at time
period t

Production amount of product ¢ produced in unit « in plant [
at time period ¢

Production amount of product ¢ that is also a raw material
produced in unit « in plant [ at time period ¢

Intermediate product ¢ that is used as a raw material produced
in plant [ at time period ¢

Intermediate product ¢ that is used as a raw material used in
plant [ at time period ¢

Amount of raw material » needed in plant [ at time period ¢
Sales of product ¢ from plant [ to customer [" at time ¢
Amount stored of product 7 in plant [ at time period ¢
Amount of product ¢ transferred to blending inventory that
makes up blend 7' in plant [ at time period ¢

Amount of intermediate product i transferred to blending in-
ventory that makes up blend ¢’ in plant [ at time period ¢
Amount of intermediate product i transferred to blending in-
ventory that makes up blend i’ used in plant [ at time period
t
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YpPSCiult

ysliyy

0-1 variable to denote the assignment of product ¢ at time
period t to unit u of plant [ that does not normally produce it
(associated with scale-up costs)

0-1 variable to force only one plant [ to ship product ¢ to cus-
tomer [’ at time period ¢

Planning Model Variables

YYGguit
Y9 fouit
Y9lgun
29gg'ult
22Ggg it

ZZZYGgg' ult

0-1 variable to denote the assignment of group g to unit u of
plant [ at time period ¢

0-1 variable to denote the first group ¢ assigned to unit u of
plant [ at time period ¢

0-1 variable to denote the last group g assigned to unit u of
plant [ at time period ¢

0-1 variable to denote if group g is followed by group ¢’ in unit
u of plant [ within time period ¢

0-1 variable to denote if link between group g and group ¢’ in
unit v of plant [ within time period ¢ is broken

0-1 variable to denote a changeover between group g and group
¢’ in unit u of plant [ across time period ¢

Unit-Specific General Precedence Model Variables

Teiult
Tsiult
WPy ult
TPii'ult
YPiult
Yp fiut

Ypliu

ZPiilult

End time of product i in unit u of plant [ at time period ¢
Start time of product ¢ in unit u of plant [ at time period ¢
0-1 variable to denote changeover between product ¢ and prod-
uct ¢/ in unit u of plant [ across time period ¢

0-1 variable to denote local precedence between product ¢ and
product 4’ in unit u of plant [ within time period ¢

0-1 variable to denote the assignment of product ¢ to unit u of
plant [ at time period ¢

0-1 variable to denote the first product ¢ assigned to unit u of
plant [ at time period ¢

0-1 variable to denote the last product i assigned to unit u of
plant [ at time period ¢

0-1 variable to denote global precedence between product 7 and
product ¢ in unit u of plant [ within time period ¢

2.1 Introduction

The focus of this work is on integrated planning and scheduling for batch
Excellent reviews on each of these levels are available in the lit-
erature, for instance Méndez et al. (2006), Kallrath (2002), and Maravelias
(2012). Planning models are usually posed as Linear Programming (LP) or
Mixed-Integer Linear Programming (MILP) problems. For instance, Pochet

processes.
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& Wolsey (2006) present several MIP formulations of the lot-sizing production
planning problem. The main characteristics of such models are captured in
constraints related to production targets, production and inventory costs, and
material /inventory balances. Usually, those considerations are satisfactory at
a planning level, which may span a time horizon of months to years.

In this work, we deal with the integration of planning and scheduling of
a network of batch plants motivated by a real-world industrial problem. The
network consists of single-stage, multiproduct batch plants located in differ-
ent sites, which can exchange intermediate products in order to blend them
to obtain final products. Sequence-dependent changeover data are given in
terms of groups or families of products, which are applied at the planning
level. At the scheduling level a detailed model to obtain the timing and se-
quencing of batches of individual products is applied. It should be noted that
at the scheduling level there can also be sequence-dependent changeovers be-
tween products belonging to the same group that are accounted for but these
are of smaller magnitude than changeovers among different products. Hence,
changeovers among products belonging to the same group are not considered
at the planning level. The time horizon is given and divided into multiple time
periods, at the end of which the customer demands have to be satisfied. We
show that Bilevel Decomposition, Lagrangean Decomposition and a hybrid of
those methods can be efficient when solving large-scale problems.

The remainder of the chapter is organized as follows. In Section 2.2, we
define the manufacturing problem. In Section 2.3, we present the complete
planning and scheduling formulations and outline the major assumptions in our
models. In Section 2.4, we discuss how the Bilevel Decomposition, Lagrangean
Decomposition and a hybrid of those schemes are integrated. Section 2.5
contains computational results of three problem instances of increasing size.
Section 2.6 summarizes the main conclusions of the chapter.

2.2 Problem Definition

The problem addressed in this work concerns the planning and scheduling of
a network of multi-product, single-stage batch plants as shown in Figure 2.1.
The problem statement is as follows: a set of raw materials is purchased and
transported to each plant, which transforms them into products to fulfill spec-
ified customer demands. Shipments of intermediate products between plants
are allowed, hence the network structure depicted in Figure 2.1. Products
are classified into groups or families, and we identify a product ¢ belonging to
group g through the subset /,. Sequence-dependent changeover data are given
between groups of products, which are considered at the planning level. For
the scheduling level, changeover times and costs associated with the transition
from one product to another of the same group are also given. As indicated
above, the sequence-dependent changeovers between different groups of prod-
ucts are significantly higher than the ones from one product to another in the
same group. Additionally, the assignment of a product to a plant that does
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not normally produce it incurs a scale-up cost, which for example can be as-
sociated with the testing of new batches of the product in order to meet the
quality standards set by the customer. The goal is to minimize total costs
over a time horizon given by time periods of months in which the demands are
specified at the end of each period.

Raw Final

\ Plants Customers
Materials Products

Figure 2.1: Supply-chain schematic of the problem.

Figure 2.2 shows the configuration of each plant. Each plant contains a
number of reactors (processing units) operating in parallel that can process a
subset of the raw materials and transform them into finished and intermediate
products. After a batch is completed, the product is transferred to dedicated
storage vessels and becomes a part of the inventory of the plant. In addition, a
subset of blended products are formed by transferring finished products from
their individual inventories to blend inventories. Finally, finished and blended
products are shipped to customers.

Plant

Raw R/ Final Bulk Blend\

. eactors . .
Materials Products Inventories Inventories

Customers

Figure 2.2: Detailed components of the plant.

Given batch sizes and fixed processing times, sequence-dependent changeover
times and costs, transportation and inventory costs, and demand forecasts over
a time horizon consisting of several time periods, the objectives are to deter-
mine:
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(a) The amounts of products to be produced in the plant in each time period;
(b) The allocation of products to batch units in each time period;

(c) The detailed timing of operations and sequencing of products in each
unit, taking into consideration sequence-dependent changeover times and
costs.

The goal is to minimize total cost — including operating, transportation, in-
ventory, changeover costs — in order to meet customer demands at the end of
each time period.

In the next section, we present the planning and scheduling models. The
planning formulation not only contains material and inventory balances for
products (production planning), but also estimates the sequencing of different
groups of products through the use of TSP constraints. The scheduling formu-
lation contains equivalent material and inventory balances for products and
obtains the detailed production schedule of products, including the timing of
operations and accounting for all possible changeovers. The two formulations
are integrated through decomposition schemes (Bilevel and Lagrangean) in
Section 2.4.

2.3 Problem Formulation

The plants’ topology is sequential, i.e., single-staged plant with parallel units.
The following assumptions are made:

i. Inventories are stored in dedicated vessels with finite capacity;

ii. Times for material transfer throughout the plant are considered to be
negligible compared to processing and changeover times;

iii. Batch sizes are fixed and given;
iv. Batch processing times are given and unit-dependent;

v. Demands that must be exactly satisfied are specified at the end of each
period;

vi. Sequence-dependent changeovers are group- and unit-dependent;
vii. All data are deterministic.

The kernel of the planning formulation is based on the Detailed Plan-
ning model proposed by Erdirik-Dogan & Grossmann (2007), which involves
the classical Traveling Salesman Problem (TSP) sequencing constraints. The
scheduling model is based on a modification of the Unit-Specific General Prece-
dence (USGP) model proposed by Kopanos, Lainez, & Puigjaner (2009). Also,
sequence-dependent changeovers between products families or groups have
been included at the planning level (Kopanos, Puigjaner, & Maravelias, 2011).
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2.3.1 Planning Model

2.3.1.1 Assignment and Sequencing within Time Periods

The assignments of group ¢ to unit » in plant [ in time period ¢ are given
by binary variables yg4.; defined as:

1, if group g is assigned to unit » in plant [ in time period ¢
YGguit = .
0, otherwise

Likewise for products, the assignments of product i to unit « in plant [ in time
period t are denoted by binary variables yp;,; defined as:

)1, if product i is assigned to unit v in plant [ in time period ¢
Ypiutt 0, otherwise

Therefore, constraints (2.1) state that if product i is assigned to unit u at
time period ¢, then the group to which it belongs is also assigned to the same
unit and time period for plant [. In addition, according to constraints (2.2),
Ygguit is forced to zero if no product 7 of group g is assigned to any unit u at
time period ¢ in plant [.

yggult Z YDiuit \V/Z S ‘[97 g € Gul7 u e Uil7 l S L-Pl7 t € T (21>
YGguir < D, YDiutt VgeGu, uelU, leLP, teT (2.2)
icl,
i€Ly;

Constraints (2.3) activate the binary variables responsible for identifying
the products that have been assigned to unit u of plant [ that does not normally
produce it. When this happens, it will incur scale-up costs that for example
can be related to the testing phase of new batches of the product in order
ensure its quality.

YPSCintt = YPiult Viell;,i¢ I[ILy, weUy, l€ LR, teT (2.3)

The main idea for the sequencing of products groups is to generate a cyclic
schedule for each time period that minimizes changeover times among the
assigned groups, and then to determine the optimal sequence of groups by
breaking one of the links in the cycle as illustrated in Figure 2.3.
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Plant [ e
@ 296, Goult = 1

29GyGault = 1

229GyGault = 1

Figure 2.3: Example of cyclic schedule and breaking of one of the links to
determine optimal sequence.

The 0-1 variables zgyq.,: represent the changeovers between groups g and
¢’ in unit v in plant [ in time period ¢. The cyclic schedules are generated with
constraints (2.4) and (2.5), the assignment constraints of the TSP constraints,
which state that for each plant [, group g is assigned to unit u during period
t if and only if there is exactly one transition from group ¢ to product ¢’ in
unit u in time period ¢, and group ¢’ is assigned to unit u in period ¢ if and
only if there is exactly one transition from any group g to group ¢’ in unit u
in time period t, respectively.

YGguit = Z 2Ggq it Vge Gy, uec U, leLP,teT (2.4)
glEGul

Ygg'ult = Z 29gq'ult vyl € Gula u € Ula l e LPla te’T (25)
9€Gy

Only one link within a cyclic schedule is allowed to be broken (2zggguu = 1)
and that is represented by constraints in (2.6). However, a link can only
be broken if the corresponding pair is selected in the cycle as according to
constraints (2.7).

Z Z 22Ggqur =1 Yue U, le LP,teT (2.6)
9EGu g'EG
22Ggqut < ZGggiult Vg€ Gu, ¢ €EGuuel, lelLP,teT (2.7)

In equations (2.4) and (2.5) the groups ¢ and ¢’ can refer to the same
group. In order to properly allow self changeovers constraints (2.8) — (2.10)
have to be considered. These constraints state that for each plant [, if group
g is assigned to unit u in time period ¢, and none of the groups ¢ different
from g are assigned to the same unit in the same time period, then batches
belonging to group g can be followed by another set of batches also belonging
to the same group. Also, if batches of group g are followed by other batches
of the same group in unit « in period ¢, then only group ¢ is assigned to unit
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u for period ¢t and none of the groups ¢’ other than g are assigned to the same
unit in the same time period.

YGguit 2 Z9ggult ‘v’g € Guh u € Ula le LPla teT (28)
ZGggult +ygg’ult S 1 v.g S Guh g, € Gula g 7é g,7 u € Ub l e LB? teT
(2.9)
Z9ggult 2 YGguit — Z YGg'ult v.g € Gul> (IS Ula le LPla tetT (210)
9'€Gy
g'#g

2.3.1.2 Sequencing of Groups across Time Periods

In order to model sequence-dependent changeovers across time periods, it
is necessary to identify the first and last products groups in each sequence.
Therefore, two binary variables are introduced: ygfyu: and yglg.: (see Fig-
ure 2.4).

Plant [ <CD\
@& @@
Gault Y9iGzuit
‘égcgawu ; %

Head Tail

Figure 2.4: Breaking the cyclic schedule to determine the first and last groups
of the sequence.

If at least one of the links between groups g and ¢’ is broken, then group ¢’
becomes the first group in the optimal sequence for unit u during time period
t as stated in constraints (2.11). Similarly, constraints (2.12) imply that if at
least one of the links between group ¢ to any group ¢ is broken, then group ¢
becomes the last group in the optimal sequence for unit u during time period
t.

ygfg/ult 2 Z ZZ2Ggg'ult VQI € Gul> u < Ula le LPZ? teT (211)

9€G

YGlguir > Z 22Ggq ult Vge Gy, ue U, leLP,teT (2.12)

g'€Gy

Moreover, exactly one group can be the first and the last group to be
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processed in each unit as represented in equations (2.13) and (2.14).

> Y9fogur =1 VuelU, l€LP, t€T (2.13)
geGul

> yglgur =1 YuecU,l€LP,tcT (2.14)
9€Gy;

Sequence-dependent changeovers across time periods are modeled as fol-
lows. For each plant [, equations (2.15) state that exactly one changeover
occurs from group ¢ to group ¢’ at the end of time period ¢ in unit u if and
only if group g is produced last in time period ¢. Similarly, according to equa-
tions (2.16), exactly one changeover from group ¢ to group ¢’ occurs at the
beginning of time period ¢+ 1 in unit « if and only if group ¢’ is produced first
in unit u in time period t 4 1.

Yglgur = Y 222Ggqur V9 € Gu, ue€ U, L€ LP, t € T\ {t} (2.15)

g'€Gy

Y9 [gui+1) = Z 2220gqur V9 € Gu, ue U, 1 € LR, t € T\ {t} (2.16)

geGul

where ¢ is the last time period.
2.3.1.3 Time Balances

The time balance constraints (2.17) enforce that the total allocation of
production times plus the total changeover times do not exceed the length of
each time period. The usage time of each unit w in plant [ in time period ¢
is then calculated by adding the batch time to the changeover times, which
in turn comprise the changeovers within and across time periods minus the
changeover time of the broken link in the cyclic schedule.

>

i€Ly;

NBiult
BPH,,

+ Z Z Cng’ul(Zggg’ult_zzggg’ult + ZZZggg’ult) < Ht
9€G 1 g'€Gy

YuelU,leLP,teT (2.17)

2.3.2 Material and Inventory Balances

Upper and lower bounds on the production amounts for each product are
enforced in constraints (2.18) and (2.19).

PAu > BSiuypiun Viellj, ueUy, le LR, teT (2.18)
PA;; < PAUBilypiult Viell;,, ue Uy, le LP, teT (219)

Figure 2.5 shows the schematic for the material and inventory balances.
Inventory levels are monitored at the end of each time period.
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Intermediate

(PRMO) = Oth it
ersite Blending (TAO)
I(?st%rSItE Sales (SL) Blending from other
7 site (TAO)
PA
= Blending (TAI) ¢ .
| T~ Blended
~ product (TA)
: Storage
Raw Material v (STR)

(Rm)

Intermediate from Intermediate

other site (PRMO) (PRMI)

Figure 2.5: Material and inventory balances schematic.

The production amounts of finished, intermediate, and blended products
and the amounts of raw materials needed are computed in constraints (2.20)
— (2.24). If an intermediate product ¢ is not to be blended with other in-
termediate products to form blend #’, then its blending ratio is set to zero,
i.e., BR;7 = 0, which in the implementation is represented with a subset with
which the corresponding constraint is eliminated from the model.

PAiult = NBiultBSiul Vi € ]ul7 u, le LPly tetT (220)
BRiinBAiny =T Ajing Viell,, i €IBy, lcLP,teT
(2.21)

PRM;;; = PRMI;; + PRMOy; Vi e IPM;, l€e LP, teT (2.22)

i'€IF Py u€Uy,

RM.y= > > CRRuPAyu VreR, L€LP,teT  (224)

i'ell; ueUy,

The material balances on the three nodes in Figure 2.5 for finished and
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intermediate products are expressed in constraints (2.25) — (2.27).

> PAwu= Y, ISTyur+ Y, SLun+

u€Uy l'eLPy, I'eLCIy,
U+l
> TALyy + PRMIy + ST Ry, Viell;,, le LP,teT
i'€IBy
(2.25)
Z IS8T,y = PRMOy; + Z TAOn: Viell;,, le LP,teT
VeLPy i'€IB;
V£l
(2.26)
TA’i’i/lt = TA[’i’i/lt -+ TAO“'/[t VZ € [[l, ’i/ € IBZ'/, l € LPI, t € T
(2.27)

The inventory balances for all products are performed and their capacities
are enforced in constraints (2.28) — (2.31).

INVy, = INVy—1y + ST Ry, Viell,, le LP, teT
(2.28)

INVy, <INVU + INVslk, Viell,, le LR, teT
(2.29)

BINVy, = BIN‘/;l(t_l) + BA;; — Z SLyyy YielB;,le LP,teT

'eLClIy,

(2.30)

BINV;; < BINVU;;; + INV slk;, VielB;,, le LP,teT
(2.31)

2.3.3 Capacities

Each plant has capacity limitations for individual products for the entire time
horizon as stated in constraints (2.32).

> > PAju <PCAPy VieLP,teT (2.32)
uelU; i€l

Upper bounds on the number of scale-up decisions per each plant and for
all plants are imposed by constraints (2.33) and (2.34).

Z Z Z ypscau: < SUUB; Vie LP (2.33)
teT i€ll; uelUy
i¢11Ly

> > > > ypsciu < SUUBT (2.34)

teT IELP, i€ll; uely
i¢I1L;

The number of assignments of products to plants is limited based on oper-
ational constraints through constraints (2.35).

> D Yy < MPPA; Viell, teT (2.35)

lELPl ueUml
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2.3.4 Demand Satisfaction

The demands of each customer [ are met according to constraints (2.36) —
(2.38), which enforce that exactly one plant can sell a certain product to a
customer.

S~ SLyw = DLy, Vi€ IL,UIB;, I € LCIy;, t €T (2.36)

leLP,

SLgye < yslyy DLy Vie ILUIB;, | € LB, I'e LCIy;, teT (237)

3" ysly = 1 Vi€ I, UIB;, I' € LCIy;, t €T (2.38)
leLP,

2.3.4.1 Objective Function

The objective is to minimize the total cost, which includes the following

terms:

i.

ii.

1ii.

1v.

vi.

Operating Costs, given the unit costs, OPC,;, for each time period;

OPCosts =>_ > > Y OPCuPAju

teT leLP,iell; uelUy

Inbound Transportation Costs, given the costs, ITPCy;

ITCosts = > > > ITPC,RM,y

teT leLP, reR

Outbound Transportation Costs, given the costs, OTPC;;;

OTCosts =Y > > > OTPCurSLuy

teT I€LP, i€ll; 'eLCIy,

Shipments Between Plants, given the transportation costs, TCBP;

PPCOStS:Z Z Z Z TCBP”/]STZ‘”%

teT leLP iell; 'eLPy

Individual Inventory Costs, given the costs to store individual prod-
ucts, INVCyy;

INVCosts = Z Z Z INVC: INVy,

teT l€LP, iell;

Blending Inventory Costs, given the costs to store blended products,
BINVC;

BINVCosts = Y 3= 3 BINVCy, BINVi,

teT leLP,icIB;
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vii. Changeover Costs, given the sequence-dependent changeover costs be-
tween groups, CCyy, and which are calculated using the same argument
as in the changeover times, i.e., costs of changeovers within and across
time periods minus the cost of the changeover represented by the broken
link in the cyclic schedule;

CCOStSZZ Z Z Z Z Cng’ul(Zggg’ult_zz.ggg’ult+ZZZggg’ult)

teT leLP, uelU; geGy g'€Gyy

viii. Scale-Up Costs, given for example the penalty costs of having to in-
troduce new products in a plant that does not normally produce them,

SUCosts = > > > > SUCuypsciun

teT leLP, i€ll; uweU;
it 110y

ix. Penalty for Maximum Storage Violation, given the parameter PENINV
that penalizes the maximum storage capacity;

Penlnv = Z Z Z PENINV - INV slk;;

teT IELP, i¢IR;

Therefore, the objective function is given by:

PlanCost =OPCosts + ITCosts + OTCosts + PPCosts + INVCosts+
BINVCosts + CCosts + SUCosts 4+ Penlnv (2.39)

2.3.5 Modified USGP Scheduling Model

We present two main enhancements to the Unit-Specific General Precedence
(USGP) model proposed by Kopanos, Lainez, & Puigjaner (2009): the treat-
ment of the number of batches as variable and the introduction of binary vari-
ables that model sequence-dependent changeovers across time periods. As op-
posed to the planning model, the scheduling model provides more detailed in-
formation concerning the timing and sequencing of individual products batches
by accounting for all possible changeovers.

2.3.5.1 Assignment Constraints
Constraints (2.40) imply that every unit in a given plant and time period

must process at least one product.

> YPiur > 1 VueU, l€LP, teT (2.40)

1€1y;
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2.3.5.2 Sequence-Dependent Changeovers Constraints

The planning model is an aggregate formulation based on the rigorous
scheduling model and is only concerned with sequence-dependent changeovers
between groups of products within and across adjacent periods. At the schedul-
ing level, we compute the sequence of products rigorously. Therefore, the
product-by-product changeover times, CTp,;,,;, and costs, CCp,,,,;, are com-
puted based on the corresponding group-by-group parameters, CTz4; and
CCygu. The original USGP model defines two sets of 0-1 variables for sequence-
dependent changeovers within time periods: zp;y. (global or general prece-
dence) and xpjiry (local or immediate precedence). In this work, we intro-
duce the 0-1 variables for sequence-dependent changeovers across time periods,
WPiitult-

Sequence-Dependent Changeovers within Time Periods The big-M
constraints (2.41) ensure that the start time of a product is at least the end
time of another product plus the changeover time between them.

Teiut + TPiirurCTpr < TSirua + He(1 — 2piirat)
Vi, )€ Ly, i#7, uelU,lelLP,teT (241)

Sequence-Dependent Changeovers across Time Periods In order to
model changeovers across time periods, we introduce two sets of 0-1 variables
that identify the first, ypfiu, and last, ypl, products assigned to a given
unit in a plant. Constraints (2.42) and (2.43) guarantee that a product can be
the first or last of a unit if it is assigned to the same unit. Moreover, there can
be exactly one first product and exactly one last product assigned to a given
unit of a plant as represented in equations (2.44) and (2.45), respectively.

ypfmlt < YDiuit Vi € [ula u e Ul, l e LP[, teT (242)
YPliwit < YDt Viely, uelU,lelP,teT (2.43)
> ypfan =1 VueU,leLP, teT (2.44)
1€1y
> yplie =1 VueU,leLP,teT (2.45)
i€y

With respect to timing of operations, the main idea is to obtain the start
and end times of each unit in each plant, T'sU,; and TeU,;; respectively, and
ensure that the changeover time from the last product in a time period and
the first product in the subsequent time period is taken into consideration (see
Figure 2.6).

39



unit u, plant [
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YPliwie = 1 wWpsirwe = 1 ypfirw1) =1

Figure 2.6: Changeovers (dashed cylinder) across time periods for modified
USGP.

Constraints (2.46) ensure that the start time of product i’ in time period
t + 1 is at least the end time in the previous time period ¢ plus a changeover
time in unit w. Similarly, constraints (2.47) guarantee that the start time in
unit » in time period ¢+ 1 is at least the end time of product 7 in time period
t plus a changeover time.

TeUut + wpirurCTpyiry < Tsipuie+1) + Hewr (1 — yp firnage+1))
V(i, )€ Ly, we U, l € LP, t€ T\{t} (2.46)
TSUul(t+l) > Teiult + wpii’ultCTpii’ul - Ht(]- - yplzult)
V(i, i) €Ly, we U, L€ LP, teT\{t} (247)

2.3.5.3 Sequencing-Allocation Constraints

The global sequencing variables, zp;.:, are activated by the following con-
straints. The logic proposition (2.48) states that product i precedes product
7" in unit v of plant [ and time period ¢ or product i’ precedes product 7 in the
same unit, plant, and period if and only if both products are assigned to the
same unit.

Z-Pii’ult V Z-Pi’iult — YPiult A Y-Pi’ult
Vi, i)ely, i#i{,uel,lelLP,teT (2.48)

The constraints correspondent to the above proposition are as follows:

ZPiitult S YPiuit v<27 ZI) S [ula i 7& il? u < Ul> l e LZDI? teT
(2.49)
ZPiilult S YDi'ult v<27 ZI) S [ula i 7& il? u € Uh l € LZDI? te T
(2.50)
ZPitiult S YDiult v<27 ZI) S [ula { 7& il? u € Uh l € LZDI? te T
(2.51)
ZPitiult S YPi'ult V<Z, 7//) S [ula i 7& 7;/7 u € Uh l € LZDI? te T
(2.52)
ZPigtate + 2Pttt = YPiutt + YPirur — 1 V(i i) € Ly, i # i, ue U, l€ LP, t €T
(2.53)

The local sequencing variables, xp; ., are activated through the Big-M
constraints (2.54) and (2.55), which state that two products i and ¢’ are con-
secutive only in the case that the binary variable zp;; = 1 and when there
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is no other product ¢ between products 7 and ', and vice versa. The idea is
to count how many products ¢”, where i"” # i # i’, are in between products i
and 7" and, thus, track the relative position of products that are assigned to a
unit.

DOSijruit = Z (2Diirrate — 2Pirirare) + M (1 — 2pjiru)

i""ely;
P4, 1)
V(i, )€ ly, i#i, uel,l€LP, teT (2.54)
POSiirute + TPgrur = 1 Vi, )€ Ly, i#i{,uel, leLP,teT (2.55)

where pos;; is an nonnegative continuous auxiliary “position” variable and
M is a Big-M value, which could be the total number of products assigned to
the respective unit, plant, and time period. Therefore, if pos;; ., = 0, that is
there are no products between products 7 and i, then we force xp;yru; = 1 to
ensure that product ¢ immediately precedes product 7'.

Lastly, the assignment variables relative to the first and last product for
each time period are related to the sequencing variables for the changeovers
across time periods as follows:

ypfiuesy = > Wpgar Vi € Ly, ue U, 1€ LB, te T\ {t} (2.56)

S

Ypliww = D, Wpiar Vi€ Ly, ue U, 1€ LR, t € T\ {t}  (2.57)

€1y

2.3.5.4 Time Balance Constraints

Equations (2.58) state that the end time of product ¢ in unit u of plant [
in time period t is the sum of its start time and processing time.

Teiur = TS + Pl VielyuelU,leLP,teT (2.58)
where PT;,;; can be modeled as the following set of disjunctions:

YPiult _'YPiult .
P,_Z—;uhf - NBZUlt/BPqul] Y [Pﬂult = O] vie Ld’ ue Ul’ le Lljh teT

(2.59)

Given that there is a one-to-one correspondence between Y P, (logical vari-
ables) and yp;.¢ (binary variables), the convex hull (Balas, 1985) reformulation
yields the following linear constraints:

NByu: = NBly: + NB2,,: Viely,, uelU,leLP,teT (2.60)
PTy = NBl;,;/BPH,y, Vicly, uelU,lelLP,teT (2.61)
NB1lu: < ypiw NBULP; 4 Viely, welU,leLP,teT (2.62)
NB2uy < (1 = ypsua)NBULP;yy Vi€ Iy, ue U, € LP, t€T (2.63)
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where N B1;,;; and N B2;,; are disaggregated variables and NBULP;,;; repre-
sents the number of batches of products obtained in the Upper Level Planning
problem.

In addition, constraints (2.64) — (2.67) force the start and end times of a
given unit in a time period to coincide with the start and end times of the first
and last products, respectively.

TsUu < T'Siuit Viely, uelU,lelLP,teT (2.64)
TsUus > Tspur — He(1 — ypfie) Vi€ Ly, u €Uy, L€ LP, t€T (2.65)
TeUus > Tesuy Viely, uelU,leLP,teT (2.66)
TeUur < Tegyy + He(1 — ypliss) Vi€ Ly, we Uy, L€ LR, t€T (2.67)

Finally, constraints (2.68) and (2.69) ensure that the start and end times
lie within the current time period length.

TS > HT,_4 Viely, welU,leLP,teT\{l} (2.68)
Te,u < HT, Viely,, uelU,lelLP,teT (2.69)

2.3.5.5 Changeover Costs within Time Periods

Given the changeover costs for each unit, the costs associated with the
changeovers within time periods are given by:

CCL=> > > > > apiwuCCpyy (2.70)

teT leLP uelU; il i'€ly;

2.3.5.6 Changeover Costs across Adjacent Time Periods

Similarly, the changeover costs across adjacent time periods are calculated
as follows:

CC2=3" > > > > wpirunCCpypy, (2.71)

teT leLP, uelU; i€l i'€ly;

2.3.5.7 Material Balances

The constraints for material and inventory balances are equivalent for the
planning model, equations (2.20) and (2.25) — (2.38), with the only difference
being the variable number of batches, i.e., equation (2.20) becomes:

PAiult = NBlmltBSiul Vi € Iul; u € Ul, le LB, teT (272)

2.3.5.8 Objective Function

The objective function considers the same terms as in the ULP model
except for the changeover costs and it can be written as follows (see Subsub-
section 2.3.4.1 for definitions of other terms):

SchedCost =OPCosts + [T Costs + OTCosts + PPCosts + INVCosts+
BINVCosts + C'C'1 + CC2 4 SUCosts + PenSales (2.73)
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2.4 Decomposition Strategies

2.4.1 Bilevel Decomposition

In order to solve both the planning and scheduling problems simultaneously for
medium-to-large problem instances in practical time, a decomposition scheme
can be employed. One approach for decomposing this problem is the Bilevel
Decomposition (BD) consisting of an Upper Level Planning (ULP) and a Lower
Level Scheduling (LLS) problems that yield lower and upper bounds on the
total cost, respectively (Erdirik-Dogan & Grossmann, 2008). The problems
are solved iteratively until the relative difference between the lower and upper
bounds is less than a pre-specified tolerance. Integer inequalities or cuts are
added to the upper level problem to ensure the generation of new schedules,
and/or to avoid infeasible ones at the lower level problem. A schematic of this
strategy is shown in Figure 2.7.

Upper Level Planning (ULP)
Determine lower bound (LB) on cost.
Solve for entire network.

Add cut Outputs: assignments (fixed for LLS)
cues and number of batches of each product
Lower Level Scheduling (LLS)

Determine upper bound (UB) on cost.

Solve for entire network.
¥

no ’UB—LB

yes Stop
UB

< tolerance? )
‘ Solution = UB

Figure 2.7: Bilevel Decomposition scheme for integrated planning and schedul-
ing.

The main motivation behind the BD is that the ULP problem is less com-
plex and, thus, easier to solve than the LLS problem. Therefore, by solving
the aggregate and simplified planning problem and iteratively attempting to
match its solution with the one obtained with a rigorous and detailed schedul-
ing model, we strive to arrive at a feasible production plan without the burden
of solving the full-space scheduling model.

In addition to computing a lower bound on the total cost, the ULP problem
determines which products may be processed in a given unit and also the
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number of batches of each product on every unit and time period, which will
be inputs to the LLS problem. Hence, the scheduling problem at the lower
level is solved only for the product assignments predicted by the upper level,
which may significantly reduce the number of constraints and variables in the
LLS problem.

It may be advantageous to add different integer cuts to the ULP problem
after each iteration, such as superset and subset cuts (You, Grossmann, &
Wassick, 2011) and symmetry-breaking cuts (Erdirik-Dogan & Grossmann,
2008). However, from our experience gained from solving the present problem,
at most two iterations were required to converge the ULP and LLS problems
to less then 1% relative error even for large problems. Hence, the integer cuts
to exclude the assignments at the previous BD iteration take the form:

> ype— Y. ype <|Biyl—1 k€ BD (2.74)

(i,u,l,t)EBE (i,u,l,t)ENE

iult iult

where k is the index of BD iterations that are contained in set BDj (max-
imum of 10 iterations were used in all computational experiments), BY, =
{(i,u,1,t) € Ly x Uy X LPy x T : ypyyy = 1 at iteration k — 1} and Nf,, =
{(i,u,1,t) € Ly X Uy x LB, X T : ypigy = 0 at iteration k — 1}.

2.4.2 Lagrangean Decomposition

Problems with multiperiod formulations or with variables associated with spa-
tially distributed entities, such as plants and customers, are candidates that
can undergo Lagrangean Decomposition (LD), which is a special case of La-
grangean Relaxation (LR) where the original problem can be decomposed into
subproblems with common variables by splitting them first, and then dualizing
the copy constraints. In this work, since the ULP can become the bottleneck
as it has to be solved for the entire network, unlike the LLS that can be
solved for each plant, we decompose the ULP problem using LD inside the
BD loop discussed in the previous section. This proved to be computationally
advantageous when solving the large-scale industrial problem.

Two types of LD have been explored in the planning and scheduling liter-
ature: Temporal Lagrangean Decomposition (TLD) and Spatial Lagrangean
Decomposition (SLD). As the names imply, the former is characterized by de-
composing the original problem into subproblems corresponding to each time
period, whereas the latter is decomposed by the spatially distributed sites. Due
to the presence of binary variables in MILP problems, i.e., a source of non-
convexity, there is a duality gap between the solution of the Lagrangean dual
problem and the primal problem. Moreover, it has been shown by Terrazas-
Moreno, Trotter, & Grossmann (2011) that the temporal dual bound is at
least as tight as the spatial dual bound. Therefore, in this work we focus on
the TLD only.

Figure 2.8 shows a schematic of TLD. Each time period corresponds to an
independent subproblem that can be solved in parallel with the other subprob-
lems. The variables z; in this figure represent inventory variables, INV;; and
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BINVj;, and the assignment variables yg fg.;: in the ULP formulation because
they appear in terms in time period ¢ and ¢ + 1, that is they link consecutive
time periods. Since we need to separate time periods into unique subproblems,
we introduce the copy variables INV y, = INVy,, BINV 3, = BINVy,, and
Mgult = ygfgur- The next step is to dualize these equations by multiplying
each of them by the respective Lagrange multipliers AINV;;;, ABINV;; and
AYG fguit, Tespectively, and adding the terms to the objective function.

Zt : Inventory levels, assignments (changeovers across periods)

Figure 2.8: Schematic of Temporal Lagrangean Decomposition (TLD).

The objective function of the planning problem is augmented as follows
(see equation (2.39) for the other individual terms in the objective function):

PlanCostTLD()\) = Z PlanCost; + Z Z Z MNVy, - INV,+

teT i€ll; leLP, teT

> > S ABINVy - BINVy+

1€IB; IELP teT

D2 D D Mafar ygfeur (2.75)

leLP, uelU; geGy teT

For fixed multipliers, the planning model is separable into time periods and
can be written as follows:

min PlanCost; “?()\) = PlanCost,+
> > [MNViy - INViyg + AN Vi) - TNV i)
i€ll; IELP,
> > [MBINViy - BINViy — ABINVi_1) - BINVg_y)| +

i€1B; IELP

Z Z Z [)\ygfgul(tﬂ) 'Mgul(t—i—l) — NG fquit - ygfgult} (2.76)

leLP uel; geGy

and subject to constraints (2.1) — (2.15), (2.17) — (2.27), (2.29), (2.31) — (2.35),
and the following constraints, which are rewritten by including the copy vari-
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ables:

Y9 gy = D 222Ggqut Vg € Gu, ue Uy, 1 € LP,
geGul
te T\ {t} (2.77)
INVyy = INV -1y + ST Ry Viell,, le LP,teT

(2.78)

BINV,;,; = BINVZ-l(t,l) + BA;; — Z SLyy YielB;,, le LP,teT

IeLCIy,;
(2.79)

At the end of a TLD iteration, the multipliers must be updated for the
next iteration. Different strategies have been proposed, such as cutting plane
(Kelly, 1960), subgradient (Held, Wolfe, & Crowder, 1974), boxstep (Marsten,
Hogan, & Blankenship, 1975), bundle (Lemaréchal, 1974), analytic center cut-
ting plane methods (Goffin, Haurie, & Vial, 1992), and volume algorithm
(Barahona & Anbil, 2000). In this work, we use the subgradient method in
which the update formula for a multiplier AX? at iteration p € T'LD,, of the
TLD and associated with the equality constraint of generic variable X is given
by:

(UBTLD _ LBTLD)
denP

AXPTL = \XP 4¢P (X? - X") (2.80)
where €’ is the step size that can be modified at each iteration according
to some criterion and usually lies in the interval (0, 2], UB™?P is the best
upper bound in the TLD scheme up to iteration p obtained from solving the
original planning problem in the reduced space (i.e., by fixing variables from
the solution of the Lagrangean subproblems), LB is the best lower bound
in the TLD scheme up to iteration p obtained from summing all the optimal
objective function values of the Lagrangean subproblems, and den” is the sum
of squared of the differences between the original variable X? and its copy X"
and for the planning formulation is defined as follows:

den” =% | S (INVE —TNVY)?+ S S (BINVE, — BINVY,)>+

teT |+iell; leLP, i€IB; IELP,

Z Z Z (ygf;)ult - ygfgult)2 Vp c TLDp

leLP, uelU; geGy

Lastly, the multipliers may be initialized prior to the first TLD iteration
to zero or to other values, for example the marginal values of the respective
equations from the relaxed TLD model (integrality conditions are relaxed).
From our experience, the best choice of initial values may vary among different
problems. The next section contains the full description of the algorithm
implemented when TLD is applied to the ULP problem within the BD loop.
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2.4.3 Hybrid BD-TLD Scheme

The two decomposition methods, BD and TLD, are combined in an effort to
solve large-scale industrial problems. Figure 2.9 shows the schematic of the
hybrid approach.

The main steps of the hybrid decomposition scheme is given in Figure 2.10.
We underscore the advantage of creating smaller and independent subproblems
through TLD, because they can be solved in shorter time as compared to
the full problem and also in parallel. Particularly in this work, since each
subproblem corresponds to a time period, it means that it is possible to solve all
subproblems at the same time in a multi-core computer instead of solving each
subproblem one at a time. To our knowledge, parallel “solve statements” have
become supported by two of the major modeling platforms, GAMS (Brooke,
Kendrick, & Meeraus, 2015) and AIMMS (Roelofs & Bisschop, 2015). We used
GAMS to implement our models and algorithms. For more information on how
to solve problems in parallel in GAMS, see the website: http://interfaces.
gams-software.com/doku.php?id=the_gams grid_computing facility.
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TLD of ULP (LDTP)
Fix assignments to origi-
nal ULP in reduced space

I

EUpdate multipliers} Original ULP in Reduced Space (UB™P)
Determine lower bound on cost

=

i

UBTLD _ LBTLD

’ G| < TLDTP?

Add cuts 1o

LBB® « yUBTWP
Fix assignments and upper bound on
number of batches of each product

Lower Level Scheduling (LLS)
Determine upper bound (UBBP) on cost.

Solve for entire network.

I

< BD%Y?

no UBBD _ LBBD
UBBD

l yes
Stop
Solution = UBPBP

Figure 2.9: Hybrid Bilevel-Temporal Lagrangean Decomposition scheme for
integrated planning and scheduling.
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Data: BD™: maximum number of iterations in BD loop
T L™= maximum number of iterations in TLD loop
BD™: convergence tolerance for BD loop
TLD*: convergence tolerance for TLD loop

/% BD loop */
while £ < BD"™ do

/* TLD loop */

while p < TLD™ do

Solve TLD subproblems (in parallel);

Solve original ULP problem with fixed decisions from TLD
subproblems;

Update the best upper (UBTYP) and lower (LB™P) bounds if
necessary;

Calculate gap between best upper and lower bounds:

TLD [FBTLD _f gTLD .
‘qﬂp - [FETLD 1

if gap™? > TLD"' then
Change step size if necessary, e.g.: e’T! = 0.95¢P;

Update multipliers using the subgradient method;
else
TLD converged to given tolerance;

break:
end

end

Store ULP problem objective function value — UUsoly;

Solve LLS problem only for assignments predicted by ULP
problem;

Store LLS problem objective function value — Lsoly;
Calculate gap between ULP and LLS objective function values:

BD Lol —U sol, ||
gap - Lsoly !

if gap®” > BD'*' then

| Add cuts to ULP problem;

else

BD converged to given tolerance;
break;

end

end

Figure 2.10: Algorithm for the hybrid Bilevel-Temporal Lagrangean Decom-

position scheme.

2.5 Computational Results

Three example problems of increasing size and complexity were solved to
demonstrate the efficiency of the decomposition approaches discussed in the
previous section. FEzample 1 is a small-scale problem for which we provide
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all data as well as present the optimal Gantt chart obtained. Ezample 2 is a
medium-scale problem and Example 3 is a large-scale industrial problem. All
examples were solved using BD and the full-space scheduling model. We used
the hybrid BD-TLD algorithm only to solve Example 3.

All models were implemented in GAMS 23.8.2 and solved with Gurobi
4.6.1. All computational experiments were performed in a Dell PowerEdge
T410 server with 6 Intel® Xeon® 2.67 GHz CPUs (total 12 threads), 16 GB
of RAM, and running Ubuntu Server 12.04 LTS. The Gurobi’s option threads
0 was enabled for all computational runs, which means that all threads were
used for parallel processing. The maximum allowed wall time for all problems
was 24 hours.

2.5.1 Example 1

Example 1 considers a small-scale problem, and it allows us to analyze not
only the computational benefit of Bilevel Decomposition (BD), but also to
gain insight on the optimal schedule represented by a Gantt chart. All the
data are given in Appendix A.1 and the characteristics of Example 1 are as
follows:

e 2 plants

— Plant P1: Units U1l and U12
— Plant P2: Unit U21

9 products (4 blended)

3 raw materials

3 customers

e Time horizon: 4 weeks
e Time period: weekly
e All models were solved to optimality

Figure 2.11 shows the optimal schedule represented by a Gantt chart for the
first time period (week) only, where the letters inside the colored blocks rep-
resent the products and the numbers within parentheses denote their number
of batches. The same result was obtained after solving both the LLS and the
full-space scheduling problems. In both units U12 and U21, the last sequence-
dependent changeovers occur across the first time period. We emphasize that
the number of batches (integer variables) were optimized simultaneously with
the planning and scheduling decisions in each model.
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Example 1 Optimal Gantt Chart: Week 1
| (20)

Unit 11

1
0 24 48 72 96 120 144 168
Time [hr]

Figure 2.11: Optimal schedule in Example 1. The blocks with a black-and-
white downward diagonal pattern represent sequence-dependent changeovers.

Table 2.1 shows the objective function breakdown for all models. Notice
that the ULP problem predicted lower changeover costs than the scheduling
models due to the aggregation of products into groups of products in the former
model so that changeovers between products belonging to the same group are
neglected. Moreover, the solution obtained for the LLS model was numerically
the same as the one obtained for the full-space scheduling model denoted as
“FS”, which may be expected for small and “well-posed” problems. The BD
gap between the LLS and the ULP solutions was 0.071% and only one BD
iteration was needed to achieve convergence.

Table 2.1: Cost breakdown for Example 1.

BD

Costs LD TS FS
Total 833,828.23 | 834,416.23 | 834,416.23
Operating 38,003.57 38,003.57 38,003.57
Inbound 409,179.52 | 409,179.52 | 409,179.52
Outbound 100,022.50 100,022.50 100,022.50
Plant-to-Plant 12,809.52 12,809.52 12,809.52
Inventory 9,347.11 9,347.11 9,347.11
Changeovers 1,966.00 2,554.00 2,554.00
Scale-Up 262,500.00 | 262,500.00 | 262,500.00

The problems sizes as well as computational statistics are shown in Ta-
ble 2.2. The row “Nodes” indicates how many tree nodes in the branch-and-
cut method were explored by the solver. Using BD, the total wall time was
1.17 seconds as opposed to solving the full-space (FS) scheduling model, which
took 44.98 seconds. Notice that the LLS problem contains fewer variables and
constraints than the FS problem, which facilitated its solution yielding only
29 nodes explored in the reduced space as opposed to nearly 95,000 nodes in
the full space.
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Table 2.2: Problems sizes for Example 1.

BD

ULP | LLS FS
Discrete Variables 528 507 936
Continuous Variables 925 | 1,039 | 1,201
Constraints 1,412 | 1,726 | 2,924
Non-Zero Elements | 4,537 | 5,049 | 9,113
Nodes 5,015 29 | 94,929
Wall Time [s] 0.99 | 0.18 | 44.98

2.5.2 Example 2

Example 2 is a medium-scale problem. We compared the effectiveness of ap-
plying only the BD with solving the F'S problem. The computational benefit of
using BD becomes more evident as the problem grows in size and complexity
as will be shown in the results below. The characteristics of Example 2 are as

follows:
e 3 plants

— Plant P1: 2 units
— Plant P2: 1 unit
— Plant P3: 3 units

66 products (16 blended)

20 raw materials

99 customers

e Time horizon: 6 months

e Time period: monthly

e All models were solved to 0.5% optimality gap

Table 2.3 shows the objective function breakdown for all models. Notice
that the final solution of the BD, i.e., the solution to the LLS problem yields
a lower total cost than the one obtained solving the FS problem. Also, no
shipments between plants were observed in any of the problems. The BD gap
between the LLS and the ULP solutions was 0.2% and only one BD iteration

was needed to achieve such convergence.
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Table 2.3: Cost breakdown for Example 2.

BD

Costs ULP TS FS
Total 5,202,979.79 | 5,212,454.79 | 5,222,056.24
Operating 233,495.60 233,495.60 234,284.40
Inbound 3,736,349.69 3,736,349.69 3,744,609.18
Outbound 507,477.50 507,477.50 505,980.67
Plant-to-Plant — —
Inventory 41,782.00 41,782.00 41,782.00
Changeovers 8,875.00 18,350.00 20,400.00
Scale-Up 675,000.00 675,000.00 675,000.00

The problems sizes as well as computational statistics are shown in Ta-
ble 2.4. Using BD, the total wall time was 3.96 seconds for a gap of 0.2%
as opposed to solving the full-space (FS) scheduling model, which took ap-
proximately 3 hours and 25 minutes for 0.5% optimality gap. The difference
in terms of number of variables and constraints between performing the BD
and not decomposing the problem becomes considerably more expensive as the
problem instance increases. That is directly translated into 0 nodes necessary
to solve the LLS problem compared to nearly 60,000 nodes explored in the
solution of the F'S problem.

Table 2.4: Problems sizes for Example 2.

BD

ULP LLS ks
Discrete Variables 6,328 4,412 128,400
Continuous Variables | 52,783 | 53,047 95,563

Constraints 43,169 | 45,378 437,649
Non-Zero Elements | 145,009 | 145,831 | 3,998,885
Nodes 57 0 57,536

Wall Time [s] 2.34 1.62 | 12,228.94

2.5.3 Example 3

Example 3 is a large-scale industrial problem. We identified the need to de-
compose the ULP problem and use the hybrid BD-TLD algorithm in order to
get a solution in practical time. The following characteristics provide an idea
of the problem size of Example 3. Exact characteristics are not provided due
to confidentiality reasons:

e More than 5 plants
e More than 10 reactor units with more multiple reactor units in each plant

e More than 200 products and raw materials
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e Hundreds of customers

e Time horizon: 12 months

e Time period: monthly

e All models were solved to 2% optimality gap

Table 2.5 shows the objective function breakdown for all models except the
F'S problem, which could not be solved due to the excessive RAM required. A
maximum of 30 TLD iterations were enforced. The BD gap between the LLS
and the ULP solutions was 0.13% and only one BD iteration was needed to
achieve such convergence.

Table 2.5: Cost breakdown for Example 3.

Costs BD-TLD
ULP LLS

Total 9,532,583.65 | 9,545,149.23
Operating 1,696,826.08 1,691,107.90
Inbound 5,658,562.23 5,656,563.11
Outbound 840,872.58 844,039.17
Plant-to-Plant 24,345.55 24,520.93
Inventory 191,110.56 185,084.79
Changeovers 12,533.33 31,333.33
Scale-Up 1,108,333.33 1,112,500.00

The problems sizes as well as computational statistics are shown in Ta-
ble 2.6. Using hybrid BD-TLD, the total wall time was around 1 hour and 15
minutes. Using only the BD, the wall times were 6 hours and 12 minutes to
solve the ULP problem and 1 hour and 26 minutes to solve the LLS problem
(7 hours and 38 minutes total). It can be noted that the decomposition in the
ULP problem allowed us to obtain a solution with significantly less compu-
tation time. We show the size of the FS problem even though we could not
solve it. It is clear that decomposition approaches enable tackling real-world
problems.
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Table 2.6: Problems sizes for Example 3.

BD-TLD
ULP* LLS FS

Discrete Variables 119,397 228,701 6,726,779
Continuous Variables 834,195 898,119 3,138,985
Constraints 590,810 | 1,140,007 | 22,895,121
Non-Zero Elements 2,206,546 | 6,836,510 | 648,785,966
Nodes 0 0 N/A
Wall Time [s] 4,070.48* 452.53 N/A

* Last ULP problem solved in the TLD loop

** Total time for the TLD loop (30 iterations)

Figure 2.12 shows the evolution of the upper and lower bounds on the
objective function value obtained when applying TLD to the ULP problem.
The best lower and upper bounds after 30 iterations were $9, 363, 323.00 and
$9, 440, 580.00, which represent a final TLD gap of 0.82%.

TLD Progression in Example 3
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Figure 2.12: Lower bound (LB), best upper bound (Best UB) and heuristic
upper bound (Heuristic UB) on the objective function value using Temporal
Lagrangean Decomposition in the Upper Level Planning problem in Example
3. The Heuristic UB is obtained by fixing the assignment variables, yp;u,
calculated by each Lagrangean subproblem in the full-space planning model.

2.6 Conclusions

In this work, we developed a model for the integration of planning and schedul-
ing in the operation of a network of multiproduct batch plants. Each plant
contains single-stage processing units in parallel and the products are classified
into groups or families. The planning model not only incorporates production
and capacity constraints, but also estimates the sequencing of groups of prod-
ucts through Traveling Salesman Problem (TSP) constraints. The schedul-
ing formulation employs continuous time representation in a precedence-based
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framework. It solves the batching and the scheduling problem simultaneously,
i.e., the number of batches is a decision variable in the model, and allows
sequence-dependent changeovers across time periods. Both models are multi-
period Mixed-Integer Linear Programs (MILPs).

The integration of planning and scheduling was performed via two decom-
position methods: Bilevel and Lagrangean. For small to medium problems,
it was observed that Bilevel Decomposition (BD) represents an attractive and
rigorous decomposition strategy to solve them in practical computational time.
However, when attempting to solve a real-world problem, the planning level
became computationally expensive and, thus, became amenable to further de-
composition. We performed Temporal Lagrangean Decomposition (TLD) in
the planning level in an inner loop of a BD framework to obtain a solution in
a reasonable time.

The computational results of the examples have shown that detailed model
formulations applied to large problems can be tackled through efficient mod-
eling decomposition strategies and advances in computing, such as in opti-
mization solvers capabilities, multi-core computer architecture and parallel
computing.

56



Chapter 3

Data-Driven Multi-Stage
Scenario Tree Generation via

Statistical Property and
Distribution Matching

3.1 Introduction

The importance of accounting for uncertainty in mathematical optimization
was recognized in its early days in the seminal and influential paper by George
B. Dantzig (Dantzig, 1955). Two of the current popular optimization frame-
works that incorporate uncertainty in the modeling stage are Robust Opti-
mization (Ben-Tal, Ghaoui, & Nemirovski, 2009) and Stochastic Programming
(Birge & Louveaux, 2011). In this chapter, we focus on Stochastic Program-
ming (SP) and address the issue of scenario generation.

To illustrate the many possible sources of uncertainty in Process Systems
Engineering (PSE), consider as an example a production planning problem for
a network of chemical plants. Planning decisions usually span multiple time
periods and generally involve, but are not limited to determining the amount
of raw materials to be purchased by each plant, the production and inventory
levels at each plant, the transportation of intermediate and finished products
between different locations, and meeting the forecast demand. It is clear that
all those decisions may be subject to some kind of uncertainty. For instance,
the availability of a key raw material may be uncertain, and/or the demands
of the products. Another example is the possibility of mechanical failure of
pieces of equipment in a plant or its complete unplanned shutdown, which
affects the entire network. A review on optimization methods with exogenous
uncertainties can be found in Sahinidis (2004).

A central aspect of Stochastic Programming is the definition of scenar-
10s, which describe possible values that the uncertain parameters or stochastic
processes may take. Applications in PSE that make explicit use of scenarios
expand multiple areas and time scales. Some representative examples are: dy-
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namic optimization (Abel & Marquardt, 2000), scheduling (Guillén, Espuna,
& Puigjaner, 2006; Colvin & Maravelias, 2009; Pinto-Varela, Barbosa-Povoa,
& Novais, 2009), planning (Sundaramoorthy, Evans, & Barton, 2012; Li &
lerapetritou, 2011; You, Wassick, & Grossmann, 2009; Gupta & Grossmann,
2012), and synthesis and design (Kim, Realff, & Lee, 2011; Chen, Adams II, &
Barton, 2011). The most common assumption made in the works listed before
is that the scenario tree is given (probabilities and values of uncertain param-
eters at every node are known). That is, the “true” probability distributions
are known, and the uncertainty typically is characterized by arbitrary devia-
tions from some average value based on minimum and maximum values (for
instance: low, medium, and high values with probabilities arbitrarily chosen).

Researchers have also developed decomposition algorithms to tackle large-
scale and real-world instances that originate from explicitly considering sce-
narios in optimization problems. We argue that it is equally important to
generate scenario trees that satisfactorily capture the uncertainty in a given
problem, as the quality of the solution to the SP problem is directly influenced
by the accuracy of the scenarios. Therefore, it is important to apply system-
atic scenario generation methods instead of making assumptions that may be
questionable. King & Wallace (2012) wrote an excellent book on the chal-
lenges of optimization modeling under uncertainty. The authors also discuss
the importance of generating meaningful scenarios (see Chapter 4), as model-
ing with SP results in a framework with practical and robust decision-making
capability.

These data-driven approaches to optimization problems have become com-
mon in the Operations Research and Management Science communities, and
are an example of what is called Business Analytics (BA) (Bartlett, 2013).
After the data collection and management phase, BA leverages data analysis
to make analytics-based decisions that can be divided into three general lay-
ers: descriptive (querying and reporting, databases), predictive (forecasting
and simulation), and prescriptive (deterministic and stochastic optimization)
(Davenport & Harris, 2007). The data-driven scenario generation method de-
scribed in this chapter can be linked with the descriptive and predictive layers,
and then used for decision making in the prescriptive layer.

It is worth noting that, even though not usually regarded as a scenario
generation method, the Sample Average Approximation (SAA) method (Kley-
wegt, Shapiro, & Homem-de-Mello, 2001; Shapiro, 2006) can be used to ap-
proximate the continuous probability distribution assumed for the uncertain
parameters. Specifically, the distributions are sampled, for instance via Monte
Carlo sampling, and the expected value function is approximated by the cor-
responding sample average function, which is repeatedly solved until some
convergence criterion is met. The size of the sample must be such that a de-
gree of confidence on the final objective function value is satisfied. In addition,
the sampling step becomes more complicated in Multi-Stage SP (MSSP), as
conditional sampling is required for the SAA method to produce consistent es-
timators. Conditioning on previous events also plays a key role in the moment
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matching method as discussed later in the chapter.

The main contribution of this chapter is the consideration of the (empiri-
cal) cumulative distribution function as additional information to be matched
when generating scenario trees. This mitigates the typical under-specification
shortcoming of the Moment Matching Problem (MMP) that has been proposed
(Hoyland & Wallace, 2001). We call this extended formulation the Distribu-
tion Matching Problem (DMP). We first present the L?-, L'-) and L*-norm
MMP formulations, and then describe their extended versions and how to use
them for the generation of two- and multi-stage scenario trees with the aid of
time series forecasting.

This chapter is organized as follows. Section 3.2 introduces the moment
matching method as a systematic method to generate two-stage scenario trees.
In Section 3.3, we propose extensions to each MMP formulation by consid-
ering (empirical) cumulative distribution function data in order to mitigate
the under-specification shortcoming of MMP models. The new formulations
(DMP) and methodology are illustrated with a numerical example for the op-
timal production planning of a network of chemical plants. Section 3.4 extends
the methodology to the multi-stage case; the role of modeling stochastic pro-
cesses is emphasized and two approaches are described based on nonlinear and
linear programming (NLP and LP) statistical property matching formulations
for generating multi-stage scenario trees. The approaches are illustrated with
a numerical example, and conclusions are drawn in Section 3.5.

3.2 Two-Stage Scenario Tree Generation

Scenario trees are an approximate discretized representation of the uncertainty
in the data (Kaut, 2003). They are based on discretized probability distribu-
tions to model the stochastic processes. The scenario trees are approximate
because they contain a restricted number of outcomes in order to avoid the
integration of continuous distribution functions. However, the size of the sce-
nario trees directly impacts the computational complexity of SP models.

The concerns raised in the above paragraph have motivated the search for
methodologies that can be used to systematically generate two-stage scenario
trees. Two main classes of methods can be identified: scenario generation and
scenario reduction. In this section, we focus on scenario generation methods,
in particular, the moment matching method, which was originally pro-
posed by Hgyland & Wallace (2001) and is described as follows. Given an
initial structure of the tree, i.e., number of nodes per stage, it determines at
each node the values for the random variables and their probabilities by solv-
ing a nonlinear programming (NLP) problem. The NLP problem minimizes
the weighted squared error between statistical properties calculated from the
outcomes or nodes, and the same properties calculated directly from the data.
Thus, it is based on an L?-norm formulation. If the absolute deviations from
the target properties are minimized as proposed by Ji et al. (2005), then an
L'-norm formulation can be employed, which has the advantage that it can
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be cast as a Linear Programming (LP) problem. A new formulation of the
MMP based on the L*°-norm. can also be developed Examples of statistical
properties are the first four moments (expected value, variance, skewness, and
kurtosis), covariance or correlation matrix, quantiles, etc.

It is important to note that the scenario tree generated by the moment
matching method is used as an “input” to the SP model. Therefore, the
uncertain parameters as well as the probabilities of the outcomes (or scenarios)
in the SP model become decision variables in the scenario generation problem.

In this section, we review MMP formulations for two-stage problems.

3.2.1 L? Moment Matching Problem

In the Moment Matching Problem (MMP), the uncertain parameters of the SP
model and the probabilities of the outcomes become variables in a nonlinear
optimization formulation. The purpose of the MMP is to find the optimal
values for the random variables z; and probabilities p; (see Figure 3.1) of a
pre-specified structure for the scenario tree that minimize the error between the
statistical properties calculated from the tree and the ones calculated directly
from the data.

T M) T IN-1 TN

Figure 3.1: Two-stage scenario tree for one uncertain parameter.

In the L? formulation, the squared error is employed in the objective func-
tion. Hence, the NLP formulation can be generically written as follows:

min ZWS : (fs<x>p) - SV&13)2

p; €[0,1] Vji=1, ... N

where z is a vector of random variables (uncertain parameters of the SP
model), p is a vector of probabilities of outcomes, s € S is a statistical property
to be matched (target), w, is the weight for statistical property s, fs(+,-) is
the mathematical expression of statistical property s calculated from the tree,
Svaly is the value of statistical property s (target value) that characterizes the
distribution of the data.

Any statistical property that somehow describes the data can be used to
measure how well the scenario tree represents them. Descriptive statistics
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provides measures that can be used to summarize and inform us about the
probability distribution of the data. Four of these measures, called moments,
(Papoulis, 1991), are the following: mean or expectation, and the central
moments variance, skewness, and kurtosis. The mean or expectation tells us
about the average value in a data set, the variance is a measure of the spread
of the data about the mean, the skewness is a measure of the asymmetry of the
data, and the kurtosis is a measure of the thickness of the tails of the shape
of the distribution of the data.

A more detailed definition of the L? MMP is as follows. The uncertain
data are indexed by ¢ € I, which denotes the entity of an uncertain parameter
(for example, a product). N denotes the number of outcomes per node at
the second stage, 7 € J = {1, 2, ..., N} denotes the branches (outcomes)
from the root node, and k € K = {1, 2, 3, 4} is the index of the first four
moments. The decision variables are the uncertain parameters of the stochastic
programming problem, z; ;, with corresponding probabilities of outcomes, p;.
The moments calculated from the tree are denoted by variables m, ; and the
ones calculated from the data are denoted by parameters M, ;. Finally, the
second co-moment, i.e., covariance, calculated between entity i and ¢’ from the
tree and the data are denoted by c¢;» and C,;, respectively. The L? MMP
formulation is given as follows (see Giilpiar, Rustem, & Settergren (2004)).
The goal is to generate a tree in which we determine the values of z; ; and p;
whose properties match those calculated from the data (M; ; and, if applicable,

Civ).

(L2 MMP):
Igin ZI\L/IZMP = Z Z WM(mi,k — Mi,k)Q + Z Wi,i’(ci,i’ — Ciji/)Z (32&)
P i€l keK (i,4")el
i<d/
s.t.
N
Y opj=1 (3:2b)
j=1
N
m;1 = in7jpj Viel (32C)
=1
N
m; g, = Z(’Ii,j — m,-71)kpj Vie I, kE>1 (32(1)
j=1
N
Ciy = Z(IZ’J‘ — miyl)(xigj — mi/J)pj v (Z, Z,) € I, 1< i (326)
=1
Tij € (X%, X1) Viel j=1,...,N (3.2
p; €0, 1] Vji=1,..., N (3.2¢)

where the weighted squared error between the statistical properties calculated
from the tree and inferred from the data is minimized in (3.2a). Constraints
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(3.2b) ensure that the probabilities of outcomes add up to 1, (3.2¢) represent
the calculation of the first moment (mean), constraints (3.2d) represent the
calculation of higher-order central moments, constraints (3.2e) are the expres-
sions for the covariance, and w;x = w},/M?, and w;; = w},/C;,, where
w;j and w;; are weights, which can be chosen arbitrarily. The bounds on
the decision variables x and p are represented in constraints (3.2f) and (3.2g),
respectively.

Remark 1. Skewness, Skew, and kurtosis, Kurt, are by definition nor-

malized properties:

N
(@i — min)’p;
Skew, = 1= . Viel
N ;
D (i —min)'p
Kufr’ti:jzl Viel

where 0? = m; is the variance as defined in equation (3.2d) for k& = 2.

Therefore, in order to use constraints (3.2d) for & > 2 in the L? MMP, the
statistical properties calculated from the data have to be denormalized.

Remark 2. Before solving the L? MMP, the number of branches or out-
comes from the root node, N, is pre-specified. Hgyland & Wallace (2001)
suggest the rule (|/|+1)N —1 ~ number of statistical specifications, where |I|
is the number of random variables. The authors also discuss potential over-
and under-specification that may arise from choosing a value for N. The other
inputs or parameters to the L? MMP are the values of the statistical properties
to be matched. They directly affect the quality of the tree obtained. Hence,
care should be exercised to obtain those properties in a meaningful way, so
that the scenario tree effectively captures the uncertainty in the data.

Remark 3. The use of covariance or correlation information enables one to
capture the linear dependence between multiple sources of uncertainty. More
sophisticated and rigorous ways, such as copulas, to model dependency of
distributions in a multivariate structure have been employed in a few papers,
for instance, Sutiene & Pranevicius (2007); Kaut (2013).

The NLP problem in equation (3.2) is nonconvex and its degree of nonlin-
earity and nonconvexity increases when attempting to match higher moments.
As expected, initialization plays an important role in such optimization prob-
lems. Therefore, local NLP solvers may encounter numerical difficulties and
get trapped in poor local solutions. Systematic multi-start methods can be
used with local NLP solvers to help overcome the problems aforementioned by
sampling multiple starting points in the feasible region and solving the NLP
problem using each different starting point; however, it must be recognized
that multi-start methods are not a panacea and there is no guarantee of sys-
tematically obtaining a global (or near global) solution to the MMP. Finally,
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deterministic global optimization solvers, such as BARON (Tawarmalani &
Sahinidis, 2005), SCIP (Achterberg, 2009), and COUENNE (Belotti et al.,
2009), can also be used although at considerable computational expense if the
NLP is not small in size.

3.2.2 L! and L*® Moment Matching Problems

If the absolute value of the deviations from the target moments and co-
moments are minimized, then the MMP becomes an L!'-norm model as pro-
posed by Ji et al. (2005). A well-known reformulation of the nondifferentiable
absolute value function in the definition of the objective function consists in
splitting the variable in its argument into two non-negative variables, which
correspond to the positive and negative values of the original variable.

The L' formulation of the MMP is then as follows. Partition the moment
and covariance variables, m;; and c;;, respectively, into their positive and
negative parts m;y, m;,, ¢, and ¢; ;. Thus, the L' MMP is given by:

1,17
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(L' MMP):

ml}l;l ZMMP — Z Z WZ k :_k _'_ m;k) + Z Wi,i’ (C;,_i/ + C;i/) (33&)

i€l keK (i,1)el
i<d’
s.t.

N
> pi=1
j=1

(3.3b)
N
Z T jpj + mZ1 —m;; =M1 Viel
j=1

(3.3c)
N
ZZE” lejlp] pj+m —m = Mg Viel, k>1
j=1 j'=1

(3.3d)
N

Z(%,] Z i Py ) (Xir Z Tir 1D )Py + Cz o~ Cip = Cii V (i, i) e,

i'=1

i<
(3.3¢)
miy, My, >0 Viel, ke K
(3.3f)
i Cip 20 v (i, i) el
i<
(3.3g)
Tij € (X%, x0] Viel,
j=1,...,N
(3.3h)
€ [0, 1] Vj(zl,...,N
3.31)

where the weighted absolute deviations between the statistical properties cal-
culated from the tree and inferred from the data are minimized in (3.3a). Con-
straints (3.3b) ensure that the probabilities of outcomes add up to 1, (3.3¢c)
attempts to match the first moment (mean), constraints (3.3d) represent the
matching of higher-order central moments, constraints (3.3¢) attempt to match
the covariance, and w;; = |wj, /M| and w;y = |wj;/Ci|, where w;, and
w; » are weights that can be arbitrarily chosen. The bounds on the variables
x,p, mT, m~, ¢t and ¢~ are represented by constraints (3.3f) — (3.31).

Another way of formulating the MMP is through the minimization of the
L*-norm of the deviations with respect to the targets.
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(L= MMP):

min e = 4+ (3.4a)
s.t.

Constraints (3.3b) — (3.31)

[h > Wiy Viel, ke K (3.4Db)
> W gy Viel, ke K (3.4c)
Y > Wiacly Vi, d)el, i< (3.4d)
Y > Wi Cy Vi, )el, i< (3.4e)

where p and v are scalar variables that account for the maximum deviations
in the moments and covariances, respectively.

3.2.2.1 Linear Programming L' and L>* MMPs

The L?, L', and L> MMPs shown in equations (3.2) to (3.4), respectively,
are nonlinear and nonconvex due to the mathematical expressions for the mo-
ments since both probabilities and node values are decision variables. Ji et al.
(2005) used ideas from Linear Goal Programming and proposed an LP formu-
lation for the L' MMP in which only probabilities are decision variables. In
this LP formulation, the node values are generally obtained via some simu-
lation approach. For time-dependent data, such as asset returns in financial
portfolio management applications, a time-series model is used to forecast fu-
ture expected values and possibly higher moments. Multiple values above and
below the forecast expected value can be used as the node values or outcomes
in the L' and L> LP MMP formulations and the probabilities of each outcome
are left as the decision variables. In PSE applications, uncertain parameters
that typically have a time component are product demand and market price.

Let x;; be a parameter with the value of the uncertain parameter that
can be arbitrarily chosen or calculated from some simulation procedure, for
example simulation of time-series forecasting models. As long as there are at
least two values, for example x; ; and x; j, that are symmetric with respect to
the mean, then the expected value can always be matched (see Proposition 1
in Ji et al. (2005)) and the L' LP MMP is given as follows:
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(L' LP MMP):

min e =Y S wln i)+ 2 wlely )

i€l keK\{1}

(i, i")el

i<’
(3.5a)
(3.5b)
Viel (3.5¢)
Viel, k>1
(3.5d)

N
Z(Xivj — Mi,l)(Xi’,j — Mi/,1>pj =+ C?Ti’ - C?Zi’ = Ci,i’ \V/ (Z, ’l/) c [, 1 < 7/-1

+ —
My s My g = 0

C+

0,47

¢y 20

Pj S [07 1]

Likewise, the L> LP MMP can be formulated as follows:

(L LP MMP):

mpin 2P Mt
s.t.
Constraints (3.5b) — (3.5h)
1> Wiy,
B2 Wi gy
V> WGy

Y 2 WiitCip

(3.5¢)

Viel ke K
(3.5f)
Vi, d)el, i<i
(3.5g)

Vi=1,...,N
(3.5h)
=+ (3.6a)
Viel, ke K (3.6b)
Viel, ke K (3.6¢)
Vi, i) el i<i (3.6d)
Vi, i) el, i<i (3.6¢)

We note that the LP formulations do not necessarily yield the same solu-

tion as the NLP formulations. The NLP formulations have more degrees of

freedom (both vectors x and p are simultaneously optimized), whereas the LP
formulations are used to calculate the vector of probabilities for fixed values

of outcomes.
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Obviously, it may be more advantageous to solve an LP problem instead
of a nonconvex NLP problem. For multi-stage stochastic problems with time-
dependent uncertain parameters, the solution strategy is much more complex
when applying the NLP model instead of the LP formulation. Sections 3.4.1
and 3.4.2 contain details of multi-stage scenario tree generation using the afore-
mentioned NLP and LP formulations, respectively.

3.2.3 Remarks on the MMP Formulations

Regardless of the L?, L', and L® MMP formulations, it has been our experi-
ence that it is common to have under-specified NLP and LP problems when
only moments are matched. This is due to the fact that not enough information
to be matched (statistical properties) is provided to achieve non-degenerate so-
lutions. The consequences are that multiple choices for the node values and/or
probabilities yield the same objective function value. In other words, multiple
trees with the same number of nodes and having very different node values
and (sometimes zero) probabilities satisfy the specifications. In addition, we
observed that the Lagrange multipliers associated with all constraints in the
models are zero or very small at the optimal solution obtained by local and
global solvers. Moreover, the distribution obtained from solving the MMPs
does not exhibit a similar shape as the distribution of the data even when up
to four moments were matched.

More formally, we can perform an analysis on the well-posedness of the
MMP formulations for which both node values (x;;) and probabilities (p;)
are variables. The number of variables is [I| - N+ N —1 = N(|I| +1) — 1.
The number of data points (|K | moments and covariances, or conditions to be
matched) is |7 | K|+ HEZD - The MMP is well-posed if the number of data

2
points is at least the number of variables, i.e.,

I * K

>N(|I|+1)—1 (3.7)
For example, for one uncertain parameter (|I| = 1) and four moments (| K| =
4), we have that N < 2.5, meaning we can only have a tree with two scenarios
for a well-posed MMP formulation. If we increased N to 3 or more, then this
would result in an under-specified MMP model.

To mitigate the under-specification of MMP formulations, we propose in-
cluding additional statistical properties to be matched in order to avoid solving
an under-specified MMP formulation, and to ensure that the shape of the dis-
tribution of the data is captured in the solution. This is also motivated by
the fact that in certain applications it may not be practical to obtain accurate
estimates of higher moments as a large amount of data is needed. Conse-
quently, fewer moments may be matched based on their availability, while still
capturing the shape of distribution of data with the scenario tree. Lastly, our
numerical experiments demonstrate that the same solution vector is achieved
by local and global solvers. That is, only one tree satisfies the specifications,
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although theoretically there is no guarantee that this property holds true due
to nonconvexity in the NLP models.

3.3 Distribution Matching Problem

A new formulation—Distribution Matching Problem (DMP)—based on the
MMP is proposed that not only attempts to match marginal moments, but
also the marginal Empirical Cumulative Distribution Function (ECDF) of the
data as explained in this section. Specifically, we propose to extend the L2,
L', L MMPs, and the L! and L>* LP MMPs in order to also match an
approximation to the Empirical Cumulative Distribution Function (ECDF) of
the data. Before describing the steps of the algorithm to incorporate the ECDF
information into the optimization models, some definitions are presented.

For a given random variable (r.v.) Z, the probability of Z to take on a
value, say z, less than or equal to some value t is given by the Cumulative Dis-
tribution Function (CDF), or mathematically CDF(t). A CDF is associated
with a specific Probability Density Function (PDF), for continuous random
variables (r.vs.), or Probability Mass Function (PMF), for discrete r.vs. In
order to avoid making assumptions about the distribution model, an estima-
tor of the CDF can be used, the Empirical CDF (ECDF), which is defined as
follows (van der Vaart, 1998):

ECDF(t) = :L i 1z < 1) (3.9)

where n is the sample size and 1{A} is the indicator function of event A, that
takes the value of one if event A is true, or zero otherwise. Therefore, given
a value t, the ECDF returns the ratio between the number of elements in the
sample that are less than or equal to ¢t and the sample size.

Every CDF has the following properties:

e [t is monotonically non-decreasing;

e [t is right-continuous;

e lim CDF(z)=0; and

T—r—00

e lim CDF(z)=1.

r—+00

We note that most CDFs are sigmoidal. Therefore, the ECDF, as an estimator
of the CDF, is also “S-shaped” in most cases. Hence, in order to incorporate
the ECDF data in the optimization models in a smooth way, we propose fit-
ting the Generalized Logistic Function (GLF) (Richards, 1959), also known as
Richards’ Curve, or a simplified version (for instance, the Logistic Function is
a special case of the GLF). The GLF is defined as follows:

B1— Bo
(1+ 52€_B3z>1/ﬁ4

GLF(z) = By + (3.9)
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where [y, 1, B2, O3, and (4 are parameters to be estimated. When fitting
the GLF to ECDF data, the GLF can be simplified by setting Sy = 0 and
f1 = 1 as these parameters correspond to the lower and upper asymptotes,
respectively. Analytical expressions for the partial derivatives of GLF(x) with
respect to its parameters can be derived and used to form the Jacobian matrix
for least-squares fitting purposes.

The algorithm for generating a two-stage scenario tree, where the uncertain
parameters have no time-series effect, by matching moments and ECDF is
described as follows:

Step 1: Collect data for the (independent) uncertain parameters and obtain
individual ECDF curves for each data set.

Step 2: Approximate each ECDF curve obtained by fitting the Generalized
Logistic Function (GLF) or a simplified version.

Step 3: Solve a Distribution Matching Problem (DMP) defined in equations
(3.10), (3.11), or (3.12).

Remark. We note that if a particular probability distribution family is as-
sumed, i.e., a parametric approach is taken, then CDF information rather than
ECDF data can be used in the DMP. This avoids the extra step of fitting a
smooth curve to the ECDF data. However, very few distribution families have
closed-form expressions for the CDF. Thus, approximate formulas have to be
used in order to avoid evaluating integrals in the DMP.

Extended versions of the three MMP formulations for Step 3 are presented
as follows. Note that since ECDF information is taken into account, we add
|I|-N conditions that reduce the problem of under-specification. Furthermore,
we note that we must ensure that the values of the nodes in the tree are ordered,
i.e., order statistics (Hogg, McKean, & Craig, 2012). The convention adopted
is the following: z;,; < x;,02 < ... < x;n, which is ensured via additional
inequalities in each extended NLP model. Because the node values are ordered,
the summation 25/:1 pj» represents the cumulative probability of the node
value x; ;.

(L2 DMP):

N
. 2 2
min ngP = zﬁMP + Z Z Wi,jé?,j (3.10a)
’ iel j=1

s.t.

Constraints (3.2b) — (3.2g)

— J
J'=1
xi,jgxwﬂ Viel, j=1, ..., N—1 (3].06)
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where the variables J; ; represent the deviations with respect to the ECDF
data, which in turn are approximated by, for example, the GLF and is repre-
sented by the expression ECDF (x;;). In addition to minimizing the weighted
square errors from matching (co-)moments, the sum of squares of the devia-
tions 9, ; is also minimized with given weights w; ; that can be chosen relative
to the weights for the term involving the moments. Thus, the weights rep-
resent a trade-off between matching sample (co-)moment data and a smooth
representation of the (E)CDF.

(L' DMP):

mln 2h i = Zhp +Zwa (65 + ;) (3.11a)

i€l j=1
s.t.

Constraints (S.Sb) — (3.31)

EC’DFx” ijf—é viel j=1,...,N (3.11Db)

Jj'=1

'rz,jéxi,j—o—l VZEI,jzl,,N—l (3].16)

'7]’

where the variables 5+ and ¢, ; represent the positive and negatlve deviations

with respect to the ECDF data, respectively. The expression ECDF (i ;)
represents the approximation to the ECDF data obtained by, for example,
fitting the GLF. The weights to the deviations are given by w; ;.

(L' LP DMP):
min e pMp = 210 Mvp + %;%J (07 +0;5) (3.12a)
s.t.
Constraints (3.5b) — (3.5h)
ECDF(x;;) — Ejjpj/ —§h =07,  Yiel j=1,...,N (3.12b)

i=1

The constant expression @F (x;;) represents the approximation to the
ECDF data obtained by, for example, fitting the GLF. Note that it is re-
quired that the vector of node values is ordered, that is, x;; < x;;41 for
=1 ..., N—1.
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(L= DMP):

min “batp = Antp € (3.13a)
s.t.

Constraints (3. 3b) — (3.3i) and (3.4b) — (3.4e)

ECDF () E:M 85— 0,5 Viel j=1,...,N
(3.13b)
€ > wi ol Viel j=1,...,N
(3.13¢)
£ > wi b, viel, j=1,...,N
(3.13d)
Tij < T Viel j=1,...,N—-1
(3.13e)
(L>* LP DMP):
min 'y =2p +& (3.14a)
D LP DMP LP MMP .
s.t.

Constraints (3.5b) — (3.5h) and (3.6b) — (3.6e)

J

ECDF(xiy) — 3. py = 6 — 6, Viel, j=1,...,N
Jj'=1

(3.14b)

£ > w0 Viel, j=1,...,N

(3.14c¢)

§ > w0, Viel, j=1,..., N

(3.14d)

where £ is a scalar variable that accounts for the maximum deviations in the
ECDF information.

If a parametric approach to the distribution family is taken, then the term
ECDF (+) can be substituted by an exact closed-form expression, represented

by CDF(-), or an approximate formula, denoted by 61\)?(), and no curve
fitting is needed.

Remark. We compare the well-posedness of the DMP formulations in this
section to the expression derived in equation (3.7) for the MMP formulations
in Section 3.2. The number of variables is the same, N(|I| 4+ 1) — 1, but the
number of data points (conditions to be matched) is increased by |I| - N to
1] | K| 4 =D III Y 4 |I]-N. Thus, for the case where both the node values and
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probabilities are variables, the DMP formulations are well-posed when
I|(|I| -1
|I\-|K|+||(|2|)2N—1 (3.15)

In other words, the right-hand side of equation (3.7) for MMP formulations
is reduced by |/| - N, meaning that the number of outcomes N (or scenarios)
can be increased. For example, for one uncertain parameter (|/| = 1) and
four moments (|K| = 4), we have that N < 5 instead of N < 2.5 for MMP
formulations. Thus, the additional information matched by the DMP model
eliminates the under-specification present in the MMP formulations. Conse-
quently, the proposed extension allows the modeler to specify more outcomes
without leading to under-specified or ill-posed problems.

The distribution matching method is illustrated in the following example in
which the objective is to determine the optimal production plan of a network
of chemical facilities or plants. For simplicity, the only uncertain parameter
considered is the production yield of one facility in the network. The example
demonstrates the impact that selecting a scenario tree has on the quality of
the solution of the stochastic model.

3.3.1 Example 1: Uncertain Plant Yield

Figure 3.2 shows the network of the example used throughout the chapter. It
consists of a raw material A, an intermediate product B, finished products C
and D (only product D can be stored), and facilities (plants) P1, P2, and P3.
Product C' can also be purchased from a supplier, or in the case of multiple
sites, it could be transferred from another site that also produces it.

Purchase

_.purch
~Cit

sales
Loy

Sales
N WS
sumnty () ®
Sales

Storage

Figure 3.2: Network structure for the motivating Example 1.

The production planning Linear Programming (LP) model has the fol-
lowing main elements: variables corresponding to the inlet/outlet flow rates
to/from facility f in time period ¢, y{%® and wi{® respectively; production

yields for each facility, 0f; and demands for each finished product m € F'P in
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time period t, &,,;. The deterministic multiperiod optimization model is given
as follows:

max wPof (3.16a)
ot w;?;ce _ ny}‘j‘fe VfeF teT (3.16Db)
xsgltes — Wi + :E%lffh VteT (3.16¢)
WS = Wi W — B VieT (3.16d)
W = Y+ g vteT (3:16¢)
xiljtrch _ yg,ltjet VteT (3.16f)
xff:l? + slackis}fs = &mt VmeFP teT (3.16g)
WS WS ol Y fe P ieT (360
Wiy > Wffe’min - slack?j;n’cap VfeF teT (3.161)
Wi, < Wiy VieT (3.167)
xrﬂch < Xiljtrch,max VieT (3.16k)

where constraints (3.16b) relate the output flows with the input flows through
the yield of each facility f, constraints (3.16¢) — (3.16f) represent material and
inventory balances,; equations (3.16g) represent the demand satisfaction and
slack variables are employed to account for possible unmet demand, constraints
(3.16h) — (3.16k) are limitations in the flows, storage, raw material availability,
and capacity violations, respectively, and the profit is calculated as follows:

WPt = 371 3™ 8P, @il — 3 OPCp i~

teT | meFP feF
purch inv sales
Z PCm:t'xm,t - Z ICm,twm7t - Z PENmytslackmi
meM:MPUR=1 meM:MINV=1 meFP

— Z PENf’t(slack}l?fX’cap + slack}l?tin’cap)
feF

where SP,, ; is the selling price of material m in period ¢, OPCy, is the oper-
ating cost of facility f in period ¢, PC,, is the purchase cost of material m
in period ¢, IC,,,; is the inventory cost of material m in period ¢, and PEN,, ;
denotes the penalty associated with unmet demand.

Consider the historical data showing the variability of the production yield
of facility P1, p;, with 120 data points, which represent monthly records of
Op, for a period of ten years. The distribution of #p; is depicted in a histogram
as shown in Figure 3.3. Only the first two moments and ECDF data were es-
timated from the randomly generated production yield values. The simplified
GLF (By = 0 and p; = 1) fit to ECDF data and the estimated parameters
are shown in Figure 3.4. Details of the procedure for generating the historical
data for €p, fitting the simplified GLF, and the remaining parameters for the
production planning model are given in Appendix B.1.
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Figure 3.3: Distribution of the historical data for the production yield of
facility P1.
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Figure 3.4: ECDF data of the production yield of facility P1 fitted by a
simplified GLF.

To simplify the analysis, we model this multiperiod production planning
problem as a Two-Stage Stochastic Programming (TSSP) problem. There are
four time periods that correspond to a quarterly production plan problem over
the course of one year time horizon. The first stage, or here-and-now variables,
are all the variables in the model at the first time period, ¢ = 1, whereas the
second stage, or wait-and-see variables, are all the variables at the remaining
time periods, ¢ > 1. All the DMPs and the deterministic equivalent of the
TSSP models are implemented in AIMMS 3.13 (Roelofs & Bisschop, 2015).
The DMPs were solved with IPOPT 3.10.1 using the Multi-Start Module in
AIMMS and the TSSP model was solved with Gurobi 5.1. The model sizes
are small; therefore, CPU times are not reported. In the DMPs, the yield
variables were bounded below by the minimum data point, and above by the
maximum data point.

Assuming we match for the DMP the first four moments (i.e., |K| = 4)
and ECDF data, then it follows from inequality (3.15) that N < 5. Therefore,
five scenarios are selected for the two-stage scenario tree. Two approaches are
compared: heuristic and DMP, which includes the optimization models de-
scribed in Section 3.3. The heuristic approach represents an arbitrary way to
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construct a scenario tree that does not consider the distribution of the histor-
ical data. From minimum and maximum data values (e.g., production yield
that can vary between 0 and 1), their arithmetic mean is calculated (center
node) and the values of the other nodes are calculated by fixed deviations of
+20% and +40% from the mean node. Therefore, the tree in this example has
five nodes in the second stage. Also, the probabilities are arbitrarily chosen.
Notice that by not visualizing the distribution of the uncertain parameter,
choice of outcomes and their probabilities may not satisfactorily characterize
the shape of the distribution of the actual data. In other words, the heuristic
scenario tree does not represent the actual problem data and the production
plan obtained may not be very meaningful. The DMP approach calculates the
probabilities (both LP and NLP formulations) and values of the nodes (only
NLP formulations) in order to match statistical properties that describe the
distribution of the yield data.

Figure 3.5 shows the probabilities and yield values obtained for the five-
scenario tree in each approach.

Heuristic L2 DMP L' DMP

05

o
o

Probability
Probability
Probability

0 0
0 01 02 03 04 05 06 07 08 03 1 0 01 02 03 04 05 06 07 08 09 1 0 01 02 03 04 05 06 07 08 08 1

Yield Yield Yield
1 0 ©
L' LP DMP L™ DMP L* LP DMP
07 07 07
06 06 06
>D5 >U§ >US
04 S 04 S 04
© © @
o o 1
O 03 O 03 Q03
o o o
02 02 02
01 I | 01 01
D D 0 .
0 01 02 03 04 05 06 07 08 09 1 0 01 02 03 04 05 06 07 08 089 1 (1] 01 02 03 04 05 06 07 08 09 1
Yield Yield Yield

Figure 3.5: Probability profiles for the heuristic and optimization-based
(DMP) approaches in Example 1. For reference, a histogram of the uncer-
tain data is depicted in Figure 3.3.

The yield distribution as shown in Figure 3.3 is skewed to the right, which
results in higher probabilities assigned to node values that are slightly higher
than the mean yield (0.7301). Such characteristic is not captured in the heuris-
tic approach, which does not satisfactorily represent the actual data. It was
observed that the probabilities obtained with the L! LP DMP and L* LP
DMP formulations are strongly dependent on the node values chosen and this
fact affects the remaining results shown below. The objective function value
of the three DMP formulations are shown in Table 3.1. Note that the extra
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number of variables associated with considering the node values as variables
(NLP formulations) results in smaller deviations in the matching procedure
for the choices of weights (see Appendix B.1).

Table 3.1: Objective function values of the DMP formulations in Example 1.
The values represent the error of matching the statistical properties.

Model Objective Function

L? DMP 0.0030
L' DMP 0.0403
L' LP DMP 0.4739
L*> DMP 0.0129
L* LP DMP 0.2112

Table 3.2 shows the optimal expected profit of the stochastic production
planing model in equation (3.16). The relatively low expected profit by using
the heuristic approach can be explained due to high probabilities placed on
production yields below the mean of the actual yield data. In other words,
the scenario tree in the heuristic approach is pessimistic for the values chosen
for the production yield of facility P1. Ultimately, the tree in the heuristic
approach is an inaccurate representation of the yield data. However, note that
the magnitude of the expected profit of the TSSP problem is not an assessment
of the quality of each solution with respect to the “true” solution that would
be obtained if the true distributions were known and were not approximated
by finite discrete outcomes. The LP deterministic equivalent of the two-stage
stochastic program has 273 constraints, 305 variables, 832 nonzeros, and was
solved in not more than 0.02 seconds for all approaches.

Table 3.2: Expected profit of the production planning model in Example 1
using the scenario trees from two approaches.

Approach  Expected Profit [$]

Heuristic 65.43
L? DMP 76.13
L' DMP 74.40
L' LP DMP 76.38
L> DMP 73.82
L>~ LP DMP 76.42

Figures 3.6 and 3.7 show the different production plans obtained for each
approach. Specifically, the solution obtained with the heuristic approach pre-
dicted higher inventory levels of product D for the first time period (here-and-
now decisions). Moreover, using the tree obtained with the heuristic approach
incurred higher purchase amounts of product C' for the first period.
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Figure 3.6: Optimal inventory levels of product D from using the scenarios
obtained from heuristic and DMP approaches.
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Figure 3.7: Optimal purchase amounts of product C' from using the scenarios
obtained from heuristic and DMP approaches.

Finally, the quality of the stochastic solutions was assessed using a simulation-
based Monte Carlo sampling scheme that provides statistical bounds on the
optimality gap (Bayraksan & Morton, 2006). The optimality gap is defined
as the difference between an approximation of the “true” stochastic solution
(very large tree to approximate the continuous distribution of the yield) and
the candidate stochastic solution. In this context, a candidate stochastic so-
lution refers to the first-stage decisions of the TSSP when using the scenario
trees from either heuristic or DMP approaches. The Multiple Replications
Procedure (MRP) was used with twenty replications, and each replication
contains one hundred independent scenarios. In each replication, the gap be-
tween the approximate true solution and the candidate solution is calculated
(see Subsubsection B.4.1 in Appendix B.4). Table 3.3 shows the average gap
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of all replications plus one-sided confidence intervals for 95% confidence. The
results suggest that the stochastic production planning solutions obtained by
using the trees generated by the L? DMP and L' DMP approaches are closer
to the true solution as seen from the small optimality gap. Note that since the
historical data were artificially generated, i.e., the data-generating mechanism
(distribution) is known (see Appendix B.1), a Monte Carlo sampling strategy
can be used.

Table 3.3: Average value and upper bound of the optimality gap of the stochas-
tic production planning model in Example 1.

Approach Avg Gap [$] Upper Bound [$]

Heuristic 0.21 0.29
L? DMP 0.04 0.10
L' DMP 0.14 0.19
L' LP DMP 0.70 0.91
L> DMP 0.04 0.10
L> LP DMP 0.70 0.91

The results in Table 3.3 clearly show that selecting the scenario tree as an
input to the stochastic optimization model is crucial to obtain a meaningful
solution of an SP formulation. The distribution matching method is a scenario
generation method that allows creating scenario trees that satisfactorily repre-
sent the distribution of the data, so that the decisions made with the stochastic
optimization model are supported by factual probabilistic information.

3.4 Multi-Stage Scenario Tree Generation

The MMPs in equations (3.2) — (3.6) and DMPs in equations (3.10) — (3.14)
can be applied to both two-stage and multi-stage cases, with the former more
limited with issues of under-specification. When generating multi-stage sce-
nario trees, a statistical property matching problem is solved at every node of
the tree except at the leaf or terminal nodes. Multi-stage scenario trees can be
viewed as a group of two-stage subtrees that are formed by branching out from
every node except the leaf nodes. The complication in generating multi-stage
scenario trees with interstage dependency lies in the fact that the moments cal-
culated for each path into future stages are dependent on the previous states
or nodes present in each path. Therefore, prediction of future events (time
series forecasting) must be combined with property matching optimization as
will be described below.

For stochastic processes, such as time-series data of product demands, sta-
tistical properties can be estimated through forecasting models that take into
account information that is conditional on past events. Appendix B.3 contains
more details of using time series forecasting models to estimate the statistical
properties.
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Time series forecasting models play an essential role in generating scenario
trees when there is a time-series effect in the uncertain parameters. Briefly,
mathematical models are fit to the historical data and their predictive capabil-
ities provide conditional (co-)moments of the uncertain parameters at future
stages. The moments are conditional on past events. That is, they take into
account the serial dependency of the observed values of the uncertain param-
eters. Hence, the statistical moments are supplied to the property matching
optimization models at each non-leaf node and the scenario tree is consistently
generated. Moreover, simulation of the time series models can be used to gen-
erate data of which an ECDF can be constructed and approximated with a
smooth function, such as the GLF or a simplified version (see Section 3.3).

In the next two sections, we present two sequential solution strategies for
generating a multi-stage scenario tree: NLP Approach and LP Approach. We
focus on the DMP formulations, where L? DMP, L' DMP and L>* DMP are
nonlinear (both node values and probabilities are variables), whereas L' LP
DMP and L* LP DMP are linear (only probabilities are variables). Each
approach comprises two main steps, forecasting and optimization, which
are summarized below:

Forecasting Step: After successfully fitting a time series model to the data,
forecast future values.

e Input: observed data represented by the nodes

e Output: conditional moments and ECDF information to be matched
in the optimization step

Optimization Step: Solve a DMP at a given node in the tree.

e Input: conditional moments estimated by the forecasting step

e Output: probabilities of outcomes, and if using the NLP approach,
values of the nodes

Remark 1. Conditional (co-)moments are readily available via forecasting.
ECDF information can be obtained through simulation of time series models,
and a brief overview is given in paragraph 1.2.2.2 in Appendix B.3. If a
particular family of distribution is assumed for the forecast data, then the CDF
or an approximate expression can be used instead as illustrated in Example 2
(Subsection 3.4.3).

Remark 2. Instead of a forecasting step, some authors have used a simu-
lation step to generate the targets (conditional moments) to the optimization
step and /or the values of the nodes in the scenario tree. For example, Hoyland,
Kaut, & Wallace (2003) proposed a heuristic method to produce a discrete joint
distribution of the stochastic process that is consistent with specified values of
the first four marginal moments and correlations. In addition, due to the in-
dependence of the optimization problems to be solved at each node of a given
stage, there is an opportunity for parallel algorithms to speed up the solution
process (Beraldi, De Simone, & Violi, 2010).
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3.4.1 NLP Approach

A general solution strategy for generating a multi-stage scenario tree using
the NLP formulations of the DMP consists of alternating the two main steps
described above in a shrinking-horizon fashion, i.e., marching forward in time,
node-by-node and stage-by-stage until the end of the time horizon. Figure 3.8
depicts the sequence of steps in the approach. The black squares (past region)
in each subfigure correspond to historical data of the uncertain parameter un-
der consideration, the blue line across the markers represents the time series
model used to make predictions of the stochastic process, the red circles (future
region) are the possible future states that the stochastic process will visit, and
the grey shaded area surrounding the red circles denotes the estimated predic-
tion confidence limits for a given significance level of o, i.e., @ = 0.05 indicates
95% confidence. Note that by connecting parent nodes to their descendants
(from left to right), a scenario tree is obtained.
The algorithm can be stated as follows.

Step 0: Start at the root (“present”) node whose value is known. Set it as
the current node.

Step 1: If not the last stage in the time horizon, then perform a one-step-
ahead forecast from the current node to estimate conditional mo-
ments.

Step 2: Simulate the time series model including observations up to the cur-
rent node, construct the ECDF curve, and approximate it by a
smooth function, such as the GLF or a simplified version.

Step 3: Solve a nonlinear DMP to determine the node values and their prob-
abilities for the next stage.

Step 4: For each node determined, set it as the current node and go to Step
1.

In Figure 3.8, the blue line across the markers represents the time series
model, the black squares represent past or historical data, the green circle
on the vertical line is the current or present state, and the red circles are
the future states. For demonstration purposes, Figure 3.8(c) only shows the
forecasting step for the bottom node generated in the first optimization step.
Note that some nodes may lie outside the confidence interval predicted by
the forecasting step; this allows more extreme events to be captured in the
scenario tree, which in turn subject the stochastic programming problem to
riskier scenarios and may lead to more “robust” solutions.
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(c) One-step-ahead forecasting step from a given node obtained in the optimization
step before. Repeat these steps for every node generated in every stage until the
end of the time horizon considered.

Figure 3.8: Alternating forecasting and optimization steps in generating multi-
stage scenario trees using the NLP Approach. CI denotes the confidence in-
terval estimated at each forecast and ECDF means Empirical Cumulative Dis-
tribution Function.

The complexity in implementing this approach in practice is the commu-
nication between the forecasting and the optimization steps at every non-leaf
node in the tree. On the other hand, the approach using the LP formulations of
the property matching problems only alternates between the forecasting and
optimization steps once. The next section contains our proposed approach,
and we note that there are variants in the literature that for instance use clus-
tering algorithms (Giilpinar, Rustem, & Settergren, 2004; Xu, Chen, & Yang,
2012; Feng & Ryan, 2013).

3.4.2 LP Approach

The only decision variables in the LP formulation in equation (3.12) are the
probabilities of the outcomes. Therefore, if the node values are known in
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advance, then a single optimization problem can be solved for the entire tree
to compute their probabilities. Thus, the approach has only two steps: (1)
the forecasting step generates the nodes plus the statistical properties to be
matched, and (2) an LP DMP is solved for all non-leaf nodes simultaneously.
The optimization step is a straightforward solution of an LP problem, whereas
the forecasting step contains elements that are particular to a specific strategy.

The strategy for the forecasting step proposed in this chapter is shown
in Figure 3.9. As shown in Figure 3.9(a), after performing a one-step-ahead
forecast from the present node to the base or most likely node in the second
stage, additional nodes are created by adding and subtracting multiples of the
standard error of the forecast to the base node. The number of additional
nodes above and below the base node is chosen a priori. In practice, near-
future stages may be more finely discretized than far-future stages, since the
prediction is less accurate the further into the future it is made. For ease of
exposition, Figure 3.9(b) shows the forecast from the second to the third stage
of one of the nodes created in the second stage. The process is repeated for
every node in every stage, except the last one of the time horizon considered.
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(a) First one-step-ahead forecasting step to predict the most likely value of the
stochastic process in the next stage. Create new nodes by adding and subtracting
multiples of the standard error, o., of the forecast to the base node.
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(b) For each node created, perform a one-step-ahead forecast and create new nodes.
Repeat the process until the end of the time horizon considered.

Figure 3.9: Proposed forecasting step in generating multi-stage scenario trees
using the LP Approach. o., CI, and ECDF denote the standard error, confi-
dence interval estimated at each forecast, and the Empirical Cumulative Dis-
tribution Function, respectively.

In summary, the main difference between the NLP Approach and the LP
Approach is that in the latter, the forecasting and optimization steps alternate
only once as all the nodes or outcomes of the tree are created in the forecasting
step, and then the optimization step is executed to compute the probabilities.
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We remark that the nonlinear DMP formulations can also be used in the LP
Approach by fixing the node values and only optimizing the probabilities. In
this case, the forecasting step is followed by the solution of a single nonlinear
optimization problem for all non-leaf nodes.

The next example demonstrates how the two approaches can be used to
generate a multi-stage scenario tree when product demand is uncertain.

3.4.3 Example 2: Uncertain Product Demands

Consider the same network depicted in Figure 3.2 and the deterministic mul-
tiperiod production planning model defined in equation (3.16). In this case,
the product demands of C' and D are the uncertain parameters. The planning
horizon is one year, which is divided into time periods of quarters. Quarterly
historical demand data are given from the years of 2008 to 2012. Thus, the
frequency (number of observations per year) of the time series is four. The
production planning model is used to obtain the optimal quarterly production
plan for the network in the year of 2013. As in Example 1, all optimization
models were implemented in AIMMS 3.13. The NLP problems were solved
with IPOPT 3.10.1 using the multi-start module in AIMMS with 30 sample
points and 10 selected points in each iteration. All LP models were solved
with CPLEX 12.5. In the DMPs, the demand variables were bounded below
by half the minimum and above by double the maximum historical demand
data points.

A common approach for deciding the structure of multi-stage trees is to
select more outcomes per node in earlier stages than in later stages, since the
uncertainty in the forecasts is much higher in the latter. Thus, it is reason-
able to select a finer discretization in earlier stages. Assuming the properties
matched are the first two moments (i.e., |K| = 2), covariance, and CDF in-
formation, it follows from inequality (3.15) that N < 6. It is then decided
that the multi-stage scenario tree has the following structure: 1-5-3-1, which
means that the second quarter has five outcomes, the third quarter has tree
outcomes for each outcome in the second quarter, and the fourth quarter has
only one outcome for each outcome of the third quarter, thus, the scenario
tree has 15 scenarios as seen in Figure 3.10. As in Example 1, a heuristic
approach is compared with the optimization-based DMPs to obtain scenario
trees. We consider uncertainty in the demand of both products C' and D. The
tree for each individual product demand is obtained as follows. The center or
base node at a given quarter is the arithmetic average of the corresponding
quarter of previous years, and the remaining nodes above and below the base
node are obtained by fixed deviations. Therefore, the node values ignore the
serial dependence and time-series effects in the data. The individual heuristic
trees for products C' and D were combined into a single tree with the same
structure (1-5-3-1) by overlapping the outcomes for each stage as shown in Fig-
ure 3.10. Probabilities of outcomes were arbitrarily chosen and are symmetric
with respect to each base node.
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— 15 scenarios

Year 2013

Figure 3.10: Heuristic scenario tree for the demand of products C' and D.
The percentage deviations are computed based on each base node. The values
above and below the arcs are arbitrarily chosen probabilities.

Figure 3.11 shows the time series demand data for products C' and D. The
time series model that best fits the data (see Appendix B.2 for details) is fixed
in subsequent forecasts. That is, when executing an approach no refitting is
performed prior to forecasting. The root node of the tree, which is the node
value at the first quarter in 2013 or “Q12013”, is forecast and assumed to have
probability of one. The constant variance for the demand of products C' and
D are estimated to be 1.65t2 and 1.14t2, respectively.

Time Series Demand Data

Demand [t]
=
Y
o
S

Product C

12.00 Product D
10.00
8.00

Figure 3.11: Time series data of the demand of products C' and D.
Since the demand data are fitted to a linear Gaussian model (ARIMA), the
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forecasts are expected to follow normal distributions. Therefore, an expression
for the Cumulative Distribution Function (CDF) of a normal distribution with
mean g and standard deviation o can be used in the constraints involving
ECDF (+). In particular, the CDF of a normal distribution can be written in
terms of the error function as follows (Abramowitz & Stegun, 1965):

CDF ()™= @ (I ’ M) ; [1 et ( V2 )]

where erf(-) is the error function defined as the following integral:

erf(x

=k

Hence, constraints (3.10b) can be replaced with,

o [ Lo =M Zp,_am viel j=1,...,N
\/Mz2

constraints (3.11b) and (3.13b) can be substituted by,

o [ Loa = Mia ij 57 Viel j=1,..., N
\/MZQ

and finally constraints (3.12b) and (3.14b) are rewritten as,

o [ Ko —Mir ij 5 Viel, j=1,....,N
\/MZQ

AIMMS offers a native, numerical approximate implementation of the error
function, which can be directly used in the implementation of the constraints
in the DMPs.

Exclusively for the LP DMPs, it was observed that additional constraints
on the probabilities were necessary in order to enforce a normal-like profile,
i.e., probabilities monotonically decrease from the center node outward. The
additional constraints are given below and are equivalent to the ones proposed
by Ji et al. (2005).

. N . .
p]ZP]’ VJ:’V2“J7N7],>.]

N

-/ .
<
2-‘73 J

For illustration purposes, the scenario trees obtained with NLP and LP
approaches are shown in Figure 3.12 (L*> DMP) and Figure 3.13 (L* LP
DMP), respectively. For the NLP Approach, the node values in the fourth
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time period correspond to the conditional means obtained via forecasting, i.e.,
no optimization was needed as only one outcome was considered. It should
be noted that the total time for solving the six NLPs with multi-start for the
tree in Figure 3.12 was 12.35 seconds, while the LP in Figure 3.13 took 0.02
seconds.

The optimal expected profit of the production planning model by using
the scenario tree of the proposed approach as the input, and by solving the
deterministic equivalent of the multi-stage stochastic programming model is
shown in Table 3.4. The heuristic approach underestimates the expected total
profit when compared to the NLP DMPs. Again, we note that the scenario
probabilities and the solution obtained with the LP DMPs is greatly affected
by the node values chosen. The LP deterministic equivalent of the multi-stage
stochastic program has 613 constraints, 685 variables, 1,872 nonzeros, and was
solved in less than 0.02 seconds for all approaches.

Table 3.4: Expected profit in Example 2 using the scenario trees from heuristic
and optimization-based approaches.

Approach  Expected Profit [$]

Heuristic 79.95
L? DMP 82.39
L' DMP 82.65
L' LP DMP 80.04
L> DMP 82.41
L> LP DMP 80.03

Figures 3.14 and 3.15 show the different production plans obtained for each
approach at each quarter. Specifically, the solution obtained with the heuristic
approach predicted higher overall inventory levels of product D for the time
horizon under consideration. Moreover, the solution using the heuristic tree
shows very different average flowrates out of plant P2 compared to the ones
obtained using the DMP formulations. In real life terms, the production quota
for a plant affects lower-level operability decisions, such as scheduling and
control.
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Figure 3.14: Optimal inventory levels of product D from using the scenarios
obtained from heuristic and DMP approaches.
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Figure 3.15: Optimal flow rates out of plant P2 from using the scenarios
obtained from heuristic and DMP approaches.

Finally, similarly to Example 1, the quality of the stochastic solutions was
assessed using a simulation-based Monte Carlo sampling scheme that provides
statistical bounds on the optimality gap (Chiralaksanakul & Morton, 2004).
The optimality gap is calculated using a tree-based estimator of the lower
bound (candidate solution, maximization problem) and the approximate true
solution (upper bound estimator, maximization problem). The simulated trees
have the structure 1-10-10-10, which amounts to one thousand scenarios. All
subtrees are generated by simulating ARIMA processes (see paragraph 1.2.2.2
in Appendix B.3). Ten replications of the algorithm (see Procedure P5 in the
original paper) were performed to obtain the confidence interval on the gap
(see Subsubsection B.4.2 in Appendix B.4). Table 3.5 shows the one-sided
confidence intervals for 95% confidence. Note that by modeling the demand
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time series as ARIMA processes, the data-generating mechanism is known, and
Monte Carlo sampling can be performed by simulating the ARIMA models (see
paragraph 1.2.2.2 in Appendix B.3).

Table 3.5: Average value and upper bound of the optimality gap of the stochas-
tic production planning model in Example 2.

Approach Avg Gap [$] Upper Bound [$]

Heuristic 2.03 2.16
L? DMP 0.92 1.00
L' DMP 0.93 1.01
L' LP DMP 1.12 1.35
L> DMP 0.93 1.01
L> LP DMP 1.04 1.22

Note that the confidence interval of the gaps obtained for all the DMP for-
mulations are lower than the one obtained for the heuristic approach, which
indicates that the scenario trees generated via the optimization-based proce-
dure are good approximations of the “true” distribution. In addition, they
contain correlation information between the demands of the two products,
thus improving the characterization of the uncertainty.

3.5 Conclusions

In this chapter, we have described a systematic method for scenario tree gen-
eration that can be used in optimization and simulation solution strategies
in Process Systems Engineering (PSE) problems. The distribution matching
method is based on an optimization model that can be used to calculate the
probabilities and values of outcomes in a scenario tree. This is accomplished
by matching statistical properties, such as (co-)moments and Empirical Cu-
mulative Distribution Function (ECDF) information, calculated from the tree
to the ones estimated from the data. The motivation behind this approach
is first to ensure that the scenarios considered in a stochastic programming
framework correspond to the behavior observed in historical and forecast data,
as opposed to assigning arbitrary values and probabilities to the nodes in the
scenario tree. Secondly, the motivation of the Distribution Matching Problem
(DMP) formulations is to overcome the problem of under-specification that is
experienced with the Moment Matching Problem (MMP) formulations.

For multi-stage scenario tree generation, we presented two approaches that
can be used in conjunction with time series forecasting or simulation. The
NLP Approach is composed of two alternating steps: the forecasting or simu-
lation step computes conditional (co-)moments and ECDF information to be
matched, and the optimization step determines the probabilities and values of
the outcomes in order to match those properties. The two steps are alternated
until the prescribed time horizon is completed. The LP Approach, which is
restricted to specified values of the outcomes at each node, also contains the
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same two steps, but each step is performed only once. First, the forecasting
or simulation step generates all the nodes in the tree and computes the condi-
tional (co-)moments and ECDF information, and then the optimization step
calculates the probabilities of the outcomes.

The quality of the solution of the stochastic programming problems was
assessed via simulation-based Monte Carlo sampling methods. It was shown
that the proposed scenario tree generation methods provide good-quality so-
lutions, and provide a systematic approach for handling multiple sources of
uncertainty, thus generating more compact trees with covariance or correla-
tion information.
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Chapter 4

Data-Driven Individual and
Joint Chance-Constrained
Optimization via Kernel
Smoothing

4.1 Introduction

Optimization under uncertainty is an important and challenging topic in the
Process Systems Engineering (PSE) community. Its importance stems from
the fact that the decision-making capability of optimization models is subject
to uncertainty, most commonly by the parameters used in a given model. For
instance, forecast product demand is not free of uncertainty since one cannot
exactly predict future events. Consequently, optimization models under uncer-
tainty are generally more difficult to model and solve than their deterministic
counterpart. A few frameworks to account for uncertainty in optimization have
been proposed, such as Stochastic Programming (Birge & Louveaux, 2011),
Robust Optimization (Ben-Tal, Ghaoui, & Nemirovski, 2009), Approximate
Dynamic Programming (Powell, 2011), and Chance-Constrained Optimiza-
tion, which is the focus of this article.

Chance- or probabilistic-constrained optimization was introduced in the
seminal article by Charnes & Cooper (1959). Briefly, the use of chance con-
straints (CCs) allows the modeler to specify a confidence level or reliability
level of satisfying some of the constraints in an optimization model. In other
words, the solution to the problem satisfies those constraints with at least a
given level of probability for all possible realizations of the uncertain param-
eter present in the respective constraints. The literature considers two types
of CCs: individual and joint. Let éj, j=1, ..., m, correspond to continuous
random variables, and g;(x) be a vector of continuous functions of the vector
of decision variables z. Equations (4.1) and (4.2) correspond to individual and
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joint chance constraints with right-hand side uncertainties, respectively,
Plo@)>&l>1—a;  j=1,...,m (41
P{gj(x) > &, j=1,...,m}>1-a (4.2)

where P means “probability”, 1 — « is the confidence level or reliability level,
and « is commonly known as the risk level or significance level. Note that
each individual CC (ICC) is assigned a confidence level 1 — «;; that is, they
must be probabilistically satisfied individually. In contrast, in the joint CC
(JCC) case, all constraints must be probabilistically satisfied simultaneously;
thus, a single confidence level 1 — « is used.

Charnes & Cooper (1959) used CCs to model a multiperiod planning prob-
lem under uncertainty in which the uncertain parameter (product demand)
was time-dependent. They employed linear decision rules to approximate the
solution of the multi-stage stochastic model. This article was followed by a
few others (Charnes & Kirby, 1966, 1967; Eisner, Kaplan, & Soden, 1971; Go-
chet & Padberg, 1974) that proposed analytical approaches for reformulating
the (conditional) ICCs and approximately solving the stochastic model with
decision rules. The aforementioned articles dealt with the case of temporal
conditional ICCs, i.e., the realization of a random variable at a given time
period may be conditional on realizations at previous time periods.

In this chapter, we only consider CCs with right-hand side uncertainty as
shown in equations (4.1) and (4.2). We argue that, even though seemingly
restrictive, this represents a very common situation in optimization models in
engineering applications. Some examples include: reliable reservoir control un-
der hydrologic uncertainty (Lane, 1973; Simonovic & Srinivasan, 1993; Jaira]
& Vedula, 2003), power systems with uncertain power generation (Bienstock,
Chertkov, & Harnett, 2012; Mazadi et al., 2013), and process systems engineer-
ing with uncertain set-up and operational times, state setpoint tracking, and
environmental damage (Orcun, Altinel, & Hortagsu, 1996; Arellano-Garcia &
Wozny, 2009; Guillén-Gosélbez & Grossmann, 2010).

Theoretical properties of CCs that guarantee convexity have been studied
(Prékopa, 1970, 1995). In particular, it has been shown that if P is log-concave
(e.g., normal or Gaussian) and each g¢;(-) is concave (e.g., linear), then the CC
admits a convex reformulation, i.e., the CC is reformulated as a convex alge-
braic constraint. It is beyond the scope of this article to provide an extensive
review of the theory of and solution methods for classical CCs. Further read-
ing can be found in Nemirovski & Shapiro (2006); Calafiore & Campi (2006);
Luedtke & Ahmed (2008).

A common feature of the works mentioned thus far is the strong assump-
tion of a parametric model for probability distributions. In this article, we
focus on data-driven rather than axiomatic or model-driven approaches for
reformulating CCs into algebraic constraints. The main idea behind the ap-
proach discussed by Jiang & Guan (2013) is to construct a confidence set that
contains the unknown true distribution. This confidence set is described by
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¢-divergences (Pardo, 2006), which are mathematical expressions that model
the distance between two probability distributions. The definition of the con-
fidence set is completed by specifying its size, which in this case is given by
the ¢-divergence tolerance. Jiang & Guan (2013) showed that when using this
confidence set, the data-driven CCs are equivalent to classical CCs, but with
the estimated distribution and a reduced risk level. We will use this result
and provide a new way to specify the ¢-divergence tolerance in our proposed
approach.

The main contributions of this work are two-fold: (1) reformulation of data-
driven ICCs and JCCs using kernel smoothing to estimate distributions, and
(2) calculation of the divergence tolerance based on point-wise standard errors
from the estimation process. Other contributions include: (i) an algorithm
for the initialization of optimization models with JCCs, and (ii) reformula-
tion of data-driven chance constraints in small sample size cases. Because
kernel smoothing is central to the proposed approach, a brief overview of this
statistical technique is given in Subsubsection 1.2.2.3.

This chapter is organized as follows. In Section 4.2, we state the problem
addressed in this chapter. Section 4.3 summarizes main results from the lit-
erature concerning data-driven CCs. In Section 4.4, we describe the proposed
approach to reformulate (conditional) data-driven CCs using kernel smooth-
ing. A new way of specifying the ¢-divergence tolerance for the density-based
confidence set is presented. To cope with the difficulty of solving problems
with JCCs, we propose in Section 4.5 an initialization algorithm to decrease
the solution time of problems with classical or data-driven JCCs. The kernel-
based reformulation approach is illustrated with production planning examples
in Section 4.6, and conclusions are drawn in Section 4.7.

4.2 Problem Statement

The problem addressed in this work can be stated as follows. Given an opti-
mization model with individual and/or joint chance constraints (ICCs and/or
JCCs) with right-hand side uncertainty (e.g., equations (4.1) and (4.2)) and
historical data for the uncertain parameter(s), the goal is to convert the prob-
abilistic constraints into algebraic form by using the historical data to esti-
mate probability distributions. That is, instead of using parametric models
for PDFs, CDFs, and quantile functions, those functions are estimated from
data. A motivation section on chance-constrained optimization with illus-
trative examples is given in Appendix C.1. Before presenting the proposed
approach that uses kernel smoothing to estimate distributions, we review the
modeling of data-driven chance constraints in the next section.

4.3 Data-Driven Chance Constraints

This section summarizes the literature results concerning the modeling of data-
driven chance constraints (Ben-Tal et al., 2011; Jiang & Guan, 2013) that are
directly relevant to the reformulation approach proposed in this article.
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A central aspect of modeling data-driven chance constraints (CCs) is the
definition of a confidence set, which is assumed to contain the unknown or
ambiguous true distribution within specified tolerance. The construction of
such a confidence set is aided by using a distribution that is estimated from the
data. The accuracy of the estimated distribution can be used to calculate the
size of the confidence set; the higher the accuracy, the smaller the confidence
set.

Specifically, the density-based confidence set proposed in the literature and
illustrated in Figure 4.1 is defined as follows:

D={PeM.,: D(f||f)<d f=dP/d} (4.3)

where P is the unknown true probability distribution function (or simply dis-
tribution), M represents the set of all distributions, D(- || -) is a ¢-divergence
(Pardo, 2006) that models the distance between distributions and is defined
as

; IO 5 vt
D -/ ( A ) d 44
11D = [0 7 ) @ (1.4
where f(-) and f(-) are the true and estimated probability density functions
(or simply densities), respectively, and ¢(-) is a convex function on Rt such
that ¢(1) :=0, 0-¢(0/0) := 0, and 0- ¢(p/0) := ptliglogb(t)/t for p > 0. The ¢-
divergence tolerance d represents the “size” of the confidence set. Therefore, a
complete specification of the confidence set includes the ¢-divergence function
¢(-) and the divergence tolerance d. Table 4.1 contains some examples of
divergence functions.

M

\

D
/P

P

Figure 4.1: Hlustration of the density-based confidence set defined in equa-
tion (4.3). The goal is to obtain the estimated distribution P whose “distance”
to the unknown true distribution P is at most d (divergence tolerance).

In a data-driven modeling approach, the CCs in equations (4.1) and (4.2)
are required to be satisfied for all distributions in a given confidence set. Using
the definition of the density-based confidence set D, the individual and joint
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data-driven CCs can be represented as follows:
H;ggp{gj(x)Z@}Zl—aj, j=1 ...,m (4.5)
]%}rellf)P{gj(x)zfj,j:L ce m}zl—a (4.6)
where the inf operator implies the “worst” distribution in the confidence set D,
i.e., the distribution that has the largest “distance” from the true distribution
within a specified tolerance d.

A major result by Jiang & Guan (2013) (see Theorem 2) is as follows. The
data-driven (individual or joint) CC

infP {A@)E<b@)}>1-a (4.7)
can be reformulated as
P{A(2)E <b(2)} >1- o, (4.8)

where P is the estimated distribution, o/, = max{ca’,0}, and o is a reduced
risk level. For CCs with RHS uncertainty, and using the notation in this
article, b(z) = g(x), and A(z) = 1 and A(x) = I, for individual and joint
CCs, respectively, where I, is an m-dimensional identity matrix.

In other words, reformulated data-driven CCs are equivalent to classical
CCs with the ambiguous probability PP replaced by its estimate P, and the risk
level o decreased to . Intuitively, by treating the true probability distribu-
tion as unknown or ambiguous, one can reduce o to make a classical chance
constraint more conservative. The calculation of o’ can be formulated as an
optimization problem (see Theorem 2 in Jiang & Guan (2013)). Its solution
depends on the choice of the ¢-divergence function, since it is part of the def-
inition of the density-based confidence set in equation (4.3). Table 4.1 shows
expressions for o (for some divergence functions) that quantify the degree of
conservatism. Note that for the Kullback-Leibler (K-L) divergence, a closed-
form solution has not been achieved. However, Jiang & Guan (2013) showed
that the univariate optimization problem to calculate o’ can be recast as a
univariate nonlinear algebraic equation that can be solved with the bisection
method.
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Table 4.1: Some divergence functions and the reduced risk level o/ for data-
driven chance constraints (see Jiang & Guan (2013) for general expression and
proofs).

Divergence Name o(t) o
R |
Kullback-Leibler (K-L) tlogt —t+1 1— inf { ————
z€(0,1) z—1
L : d
Variation Distance [t — 1] a——
2
d? +4d(a —a?) — (1 — 2a)d
x Divergence of Order 21 |t — 1? o — \/ ( 5 +)2 ( )

TFora<%.

The reformulation approach proposed in this article uses the aforemen-
tioned result for the case of distributions estimated with kernel smoothing. We
provide a brief overview of this statistical technique in Subsubsection 1.2.2.3.

In summary, the reformulation of data-driven CCs consists in the following;:

e Select the ¢-divergence;

e Estimate the unknown true probability distribution, i.e., obtain I@’;

Calculate or specify the divergence tolerance d;

Calculate reduced risk level o;

Solve the optimization problem with the reformulated data-driven CCs.

The novelty of this work lies in the use of kernel smoothing for both the refor-
mulation of data-driven CCs and the calculation of the divergence tolerance
d; thus, fully specifying the density-based confidence level. However, it is im-
portant to note that the reformulation approach proposed in this chapter may
only be applied for chance constraints with right-hand side uncertainty. In
addition, the use of kernel smoothing to estimate distributions requires a suf-
ficiently large number of data points to achieve satisfactory approximations,
which is also true for other nonparametric statistical techniques. The accuracy
of the approximation is reflected in the estimation errors, which in turn affect
the magnitude of d.

4.4 Kernel-Based Reformulation of Chance Con-

straints

In this section, we demonstrate how to reformulate data-driven chance con-
straints (CCs) in which the true and ambiguous distributions are replaced
with their kernel estimators. Subsubsection 1.2.2.3 briefly describes kernel
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smoothing, which is a powerful, nonparametric statistical technique that can
be used to estimate univariate and multivariate (un)conditional densities, dis-
tributions, and quantiles. paragraph 1.2.2.3 and paragraph 1.2.2.3 review the
univariate and multivariate cases, which are relevant for the reformulation
of data-driven unconditional individual and joint CCs (ICCs and JCCs), re-
spectively. paragraph 1.2.2.3 reviews kernel regression for the case of weakly-
dependent autorcorrelated data, which is relevant for the reformulation of
data-driven conditional ICCs.

As reviewed in Section 4.3, the reformulation of data-driven CCs involves
reduced risk levels o/, which can be calculated as shown in Table 4.1. Note
that this calculation depends on the nominal risk level o and the value for the
divergence tolerance d. Hence, the complete implementation of data-driven
CCs requires the knowledge of both o/ and d.

We first discuss the reformulation of individual CCs (ICCs), and then the
joint case (JCC). Next, we propose a new way of selecting the ¢-divergence
tolerance d for the proposed kernel-based reformulation. The case of small
sample size is discussed at the end of this section.

4.4.1 Individual Chance Constraints

First, we restate equation (4.8) as an individual data-driven CC using the
notation in this article:

A

Plgw)>&)>1-0a},, j=1,...,m (4.9)

Equation (4.9) can be stated in probabilistic terms as follows: “the probability
of the random variable (r.v.) &; to achieve a value less than or equal to g;(z)
must be at least 1 — 049-7 4, for y =1, ..., m” In other words, we require that
the estimated CDF of the random variable fj evaluated at g;(z) must be at

least 1 —a} ., for j =1, ..., m. Mathematically:

A

Fg (gi(x) > 1= o, j=1,...,m (4.10)

or
g;i(z) > F§1(1 —a.), Jj=1,...,m (4.11)

where F Z '(-) is the estimated inverse CDF (quantile function). Note that the
J

same rationale used to derive equation (4.11) is applicable to the reformulation
of classical ICCs.

Remark 1. If the original constraints g;(z) > éj, for j =1, ..., m,
are linear in the vector of decision variables z, i.e., g;j(x) = ajT;E, where a;
is a vector of deterministic (fixed) coefficients, then the reformulated data-
driven ICC is also linear in the vector of decision variables as can be seen from
equation (4.11).

Remark 2. Equation (4.11) can also be used to model conditional ICCs
(Charnes & Kirby, 1967; Gochet & Padberg, 1974). Let & and & be continuous
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random variables (r.vs.) with distributions Fg (1) and Fg g (-), respectively.

Notice that & is conditional on & . Therefore, the kernel-based reformulation
of the data-driven individual CCs involving the two r.vs. can be written as
follows:

Note that in the case of weakly dependent r.vs (see paragraph 1.2.2.3), the
estimated conditional quantile function in the RHS is obtained with nonpara-
metric conditional quantile regression whose regressors (covariates) are lagged
observations of the r.v. under consideration. The reformulated CC can be
expressed as follows:

gi(x) = F

!
t| tfl,...,ft,d(l - at,+)

Remark 3. If the constraint requires the r.v. to be greater than or equal
to gj(x), that is,

A

IP’{gj(x) < éj} >1—a,, J=1 ..., m (4.12)

then we use the fact that P{Z > 2z} =1 —P{Z < z}, where Z is a univariate
continuous r.v., to derive the reformulated data-driven ICC in equation (4.12)
as follows:

1—1@’{93(33)2}}21 s, ji=1, ..., m
I@’{gj(:c) > Nj} <o, j=1, ..., m
Fy (g;(x)) < af 4, j=1,...,m
or
gi(z) < Fgl(a;,+), j=1,...,m (4.13)

In cases where g;(x) > &; and g; () < &, for j # j/, the CCs can be naturally
reformulated by using the respective expressions of the term involving the
integrated kernels in equations (4.11) and (4.13).

The effectiveness of the kernel-based reformulation approach for data-driven
ICCs relies on the accuracy of the estimated quantile function, which represents
the right-hand side of equations (4.11) and (4.13). Figure 4.2 illustrates the ac-
curacy of the estimated quantile function when compared to the true quantiles
obtained from the respective distributions. For each parametric distribution,
n = 250 samples were randomly generated, the true or exact quantiles were
computed, and the quantile function was estimated via kernel smoothing. Note
that the quantiles estimated via kernel smoothing are very accurate. In fact,
it can be verified that the accuracy increases with sample size. Consequently,
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there is a reduction in the over- and under-estimation of extreme quantiles (far
right and left in each graph).

Quantile Function

20 3.0

1.0

0.0

. T T . T . T T T :
0.0 0.2 0.4 0.6 0.8 1.0 0.0 0.2 0.4 0.6 0.8 1.0
N(0, 1) (2,2)

: T T T T . T T T :
0.0 0.2 0.4 0.6 0.8 1.0 0.0 0.2 0.4 0.6 0.8 1.0
Exp(1) Pearson(0, 1,-1, 4)

Figure 4.2: Illustration of the accuracy of the estimated quantile function via
kernel density estimation or kernel smoothing (KS) for a sample size n = 250.
The four distributions are: normal with mean 0 and standard deviation 1,
N(0,1); Gamma with both shape and rate parameters equal to 2, I'(2,2);
exponential with rate parameter equal to 1, Exp(1); Pearson with mean 0,
variance 1, skewness —1, and kurtosis 4; Pearson(0, 1, —1,4).

4.4.2 Joint Chance Constraints

As for the reformulation of data-driven ICCs, we restate equation (4.8) as a
joint data-driven CC using the notation in this article:

Ploj(e) =& j=1,...,mf>1-ad, (4.14)

Equation (4.14) can be stated in probabilistic terms as follows: “the probability
of each random variable (r.v.) &; to jointly achieve values less than or equal to

gj(z), for j =1, ..., m, must be at least 1 — o/_”. In other words, we require
that the estimated joint CDF of the random variables (r.vs.) ; evaluated at
gj(z), for j =1, ..., m, must be at least 1 — o/,. Mathematically:

Fy e (01(2),92(2), . gm(2) = 1 — o, (4.15)

The joint CDF F &, (+) estimated with kernel distribution estimation can be
expressed using equation (1.24). Therefore, kernel-based reformulated data-
driven JCCs can be stated as follows:

iiﬁ’cﬂ' <9<~T>h—X> S (4.16)

i=1 j=1 J
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where X,;, for i = 1, ..., n, are data values, and h; is the bandwidth of
the integrated kernel associated with the j-th r.v. (see paragraph 1.2.2.3 and
paragraph 1.2.2.3).

Remark 4. Even if the original constraints g;(z) > éj, forj=1, ..., m,
are linear in the vector of decision variables z, i.e., gj(x) = ajT:z:, where a; is a
vector of deterministic (fixed) coefficients, the reformulated data-driven JCC
is nonlinear in the vector of decision variables. The nonlinearity arises from
the mathematical form of the integrated kernel C;(-). A possible initialization
scheme for the resulting nonlinear optimization model is to use the solution
to the same problem but with reformulated data-driven ICCs for risk levels
smaller than the original model according to equation (4.17) (see derivation in

Appendix C.2).

m

Q{JCC Z ICC (417)

Remark 5. Equation (4.16) can also be used to model conditional JCCs.
Let & and & be continuous r.vs. with densities fe, () and fg, ¢, (+), respectively.
Notice that & is conditional on & . Therefore, the kernel-based reformulation
of the data-driven JCCs involving the two r.vs can be written as follows:

Fa@ (91(2), go(x)) > 1 =y

/gl / f£1 &2 (€1,6)d&dE > 1 — o)
g91(x) rg2(x) L R
Loo [oo fe (€) [ e (&2l61)d6ids, > 1 -,
(@) 4 2(x)
/_goo f§~1 (61)d€1 /goo féz\& (52‘51)(3152 >1-— Oég_

- Xy, go(z) — X ,
n ,Cl ( hq > K ( ho P

where KCi(-) and KCq(+) are the integrated kernels based on the estimated den-
sities fél('> and f£~2|§~1(-), respectively. However, it is generally computationally
more efficient to directly estimate the joint CDF instead of separately estimat-
ing the individual (un)conditional distributions.

Remark 6. If the constraint requires each of the r.vs. to be greater than
or equal to each g;(x), that is,

A

P{gj(x) <&, j=1,..., m} >1—a, (4.18)

then, for kernel estimation purposes, we use the fact that P{W > w} =
P{—W < —w}, where —W is a multivariate continuous r.v., and the data
values are negated, which is indicated by —w (note that, in general, P{W >
w} # 1-=P{WW < w} in the multivariate case). The kernel-based reformulation
is facilitated by the use of product kernels, which are formed by the product
of univariate kernels. Therefore, for each univariate integrated kernel, we
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can use the fact that P{Z > 2z} = 1 — P{Z < z}, where Z is a univariate
continuous r.v., as described in Remark 3 for the case of data-driven ICCs.
The reformulated data-driven JCC in equation (4.18) is as follows:

/goo /OO o a6 En)dE ey > 1 d

77777

Lo [ sl (57000621

J

12 0 ] 51—X1¢ o0 1 §m—sz> ’
- Bl O L / K, (A ) e > 1~ a
n;/m(r) hy 1( hy ) & gm (@) ho, < o S +
1 & gi(7) — Xu; I () — Xoni ,
— 1— e A —— 1_]Cm A S L L >1—
S (P e () 2w
or, in a more compact way,
1m () — X
ZHF—/@- ("C’J(x)]> >1—a (4.19)
izij=1 hj

In cases where g;(x) > &; and g; () < &, for j # j/, the CCs can be naturally
reformulated by using the respective expressions of the term involving the
integrated kernels in equations (4.16) and (4.19).

The effectiveness of the kernel-based reformulation approach for data-driven
JCCs relies on the accuracy of the estimated joint CDF, which represents the
left-hand side of equations (4.16) and (4.19). Figure 4.3 illustrates the accu-
racy of the estimated joint distribution function when compared to the true
values obtained from the respective distributions. For each parametric distri-
bution, n = 400 samples were randomly generated, the true or exact cumula-
tive probabilities were computed, and the joint CDF was estimated via kernel
smoothing. The bottom graphs in each subfigure show the accuracy of the
estimated cumulative probabilities when compared to the true values (straight
line).
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Bivariate Skew-Normal Distribution: & =[0, 1], @ =[1,0.81; 0.81,4], a=[2,-6]

Bivariate Normal Distribution: 1 =[0, 1], £=[1,0.81; 0.81, 4]

—— — ks

£
Y

(a) Bivariate normal distribution with (b) Bivariate skew-normal distribution

mean vector 1 = [0, 1] and covariance ma- With location vector § = [0, 1], scale ma-
trix ¥ = [1,0.81;0.81, 4]. trix Q = [1,0.81;0.81, 4], and shape vector

a=[2,-6].

Figure 4.3: Illustration of the accuracy of the estimated joint CDF via kernel
density estimation or kernel smoothing (KS) for a sample size n = 400. The
straight line corresponds to the true predictions of each bivariate distribution.

4.4.3 Calculation of ¢-Divergence Tolerance

In order to use the kernel-based reformulations of data-driven CCs proposed in
this chapter, one has to specify the size of the confidence set defined in equa-
tion (4.3), that is, the ¢-divergence tolerance d. The kernel density estimator
is a consistent estimator, i.e., it converges in probability to the true density as
the sample size n increases indefinitely (Wied & Weifibach, 2012). Therefore,
it is reasonable to consider d to be a function of n, that is, d := d(n). More-
over, we assume that d is nonincreasing as n increases and tends to zero as n
tends to infinity (Jiang & Guan, 2013).

We propose using point-wise confidence intervals of the predictions of the
kernel density /distribution estimator to specify a value for d. More specifically,
given that the data-driven CCs have to be satisfied with nominal confidence
level 1 — a, the size of the confidence can be set to the 100(1 — @)% quantile
of the squared point-wise standard errors of the kernel estimator. Mathemat-
ically:

d=SE;_, (4.20)

where SE? denotes a vector of length n of squared point-wise standard errors
of the kernel estimator, and its subscript 1 — « corresponds to the quantile
probability level. Point-wise standard errors convey the notion of confidence
intervals.

The motivation for selecting d as in equation (4.20) is to guarantee that the
“distance” between the true distribution and its kernel estimator is less than
or equal to the 100(1 — a)% largest squared point-wise standard error of the
predictions. Note that the standard error is defined as SE = ﬁ, where s is the
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sample standard deviation; thus, the square of the standard error is inversely
proportional to the sample size n. This satisfies the assumption about the
dependency of d with n, i.e., d monotonically decreases as n increases.

Different approaches to estimate standard errors of kernel estimators have
been proposed (Fiorio, 2004; Hall & Horowitz, 2013). They are commonly
obtained via bootstrapping or derived formulas based on the asymptotic nor-
mality of kernel estimators, such as the following (Racine, 2008):

fyix (y|z) ke . L0 (1)

27 . =
]fy|x(y|x) nH?:l hij|X( n

ISE

B, _ Byx(le)[1 = Fyix (yla)]s L0 (1>
where [SEQ]fY\x(ylm) and [SEZ]FY‘X(y\x) are the squared point-wise standard

errors of the estimated density and distribution, respectively, k = [ K?(u)du,
and ¢ is the dimension of the random vector conditioned on (i.e., X).

Figure 4.4 illustrates point-wise confidence intervals for the estimated CDF
of the mixture of two Gaussian models presented in paragraph 1.2.2.3 (sample
size n = 500) and whose estimated PDF is shown in Figure 1.3. The ¢-
divergence tolerance d corresponds to the 100(1 — a)% quantile of the squared
standard errors shown in Figure 4.4(b).
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(b) Histogram of squared point-wise stan-

(a) Estimated kernel CDF with point- dard errors from the kernel estimation

wise confidence intervals that correspond

i process.
to standard errors of the estimates.

Figure 4.4: Ilustration of point-wise confidence intervals constructed by the
estimated standard errors from kernel smoothing.

In the next subsection, we propose a way to handle small sample size
cases, i.e., when the lower accuracy of kernel estimators may compromise the
estimated quantiles for data-driven ICCs. The proposed expression for d for
small sample sizes uses similar rationale as for the KS-based approach, i.e., we
make use of point-wise confidence intervals to specify a value for d.
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4.4.4 Addressing Small Sample Size Cases

In this subsection, we are only concerned with univariate cases since multi-
variate cases require even larger sample sizes (the more random variables, the
larger n should be for accurate smoothing). Smoothing techniques such as ker-
nel smoothing (KS) are generally not considered suitable for small sample sizes.
Even though there does not seem to be an established theoretical minimum
sample size to successfully apply KS, a general rule-of-thumb is n > 100. For
smaller sample sizes, there can be over- and under-estimation of (especially
extreme) quantiles as discussed in Subsection 4.4.1. In addition, quantiles
that are over- and under-estimated via KS may violate physical bounds on the
historical data, whereas empirical quantiles always lie within the data range.
We propose a way to calculate the value of the ¢-divergence tolerance d us-
ing point-wise confidence intervals obtained from the empirical CDF, Fn(),
instead of the quantile function estimated with KS.

Recall that the reformulation of a data-driven ICC j requires the specifi-
cation of its reduced risk level o} (see equation (4.9)), which in turn depends
on the value of the divergence tolerance d (see Table 4.1). The main idea of
the proposed approach is to evaluate the Fn() at the available data points for
the uncertain parameter, and construct point-wise confidence intervals around
the predictions.

The empirical distribution is defined by

. 1
Fo() =~ 3 Lixicay ()
=1

where 1,4(+) is the indicator function, which equals to 1 if A is true, and 0
otherwise. Note that for a fixed point x € R and any sample size n, the
quantity nﬁ’n(x) denotes the number of data points X; that are less than
or equal to z, i.e., the number of “successes” in a sequence of n “trials”,
and each success has the probability of ﬁn(x), i.e., the ratio of number of
successes to the number of trials. This is a well known fact: the quantity
nF,(z) has a binomial distribution with parameters n and success probability
E,(z), denoted by B(n, F,(z)).

The Wilson score-test-based method can be used to compute point-wise
confidence intervals of binomial distributions, since it is generally preferred
among a few other methods (Agresti & Coull, 1998). The function binconf
in the R Hmisc package (Harrell et al., 2014) implements the Wilson method
and others. It computes point-wise lower and upper bounds of the confidence
interval given a risk level « (i.e., 1 — a confidence level).

Denote the point-wise lower and upper bounds of a binomial confidence
interval with risk level a by BinLo,(z) and BinUp,(x), respectively. The
deviations between the upper and lower bounds of the point-wise confidence
interval and the predicted cumulative probabilities generate two distributions.
The larger the sample size n, the smaller the deviations. Similarly to the
approach proposed in Subsection 4.4.3, we may specify a value for d that is
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greater than a fraction of all the deviations, i.e., a quantile of the distribution
of deviations. Since there are two distributions of deviations (i.e., predicted
minus lower and upper minus predicted), we propose setting the ¢-divergence
tolerance d as follows:

d = min {HDl,a (ﬁ’n(x) — Bz’nLoa(x)) , HD1 4 (BinUpa(:c) — ﬁn(:c))}

(4.21)
where HD(-) is the Harrell-Davis (H-D) distribution-free (empirical) quantile
function (Harrell & Davis, 1982). The argument of the HD(-) function is an
array of values. The subscript 1 — o denotes the quantile probability level.
The H-D quantile estimator has demonstrated to be superior to traditional
empirical quantile estimators (based on one or two order statistics) for small
sample sizes (e.g., n < 60). Note that as n increases, the confidence intervals
become smaller; therefore, d monotonically decreases as n increases.

The expression in equation (4.21) can be interpreted as follows: d is the
minimum between the 100(1 — a)% quantile (using the H-D estimator) of
the deviations between estimated empirical CDF and the binomial lower and
upper bounds for the given confidence level. Figure 4.5 illustrates the binomial
confidence intervals for the empirical CDF of the mixture of two Gaussian
models presented in paragraph 1.2.2.3, but with sample size n = 24.

Empirical CDF Confidence Intervals

1.0

Probability
00 02 04 06 08

29 30 31 32
Quantile

Figure 4.5: Illustration of point-wise binomial confidence intervals for an em-
pirical CDF for small sample sizes.

Since the H-D estimator is used instead of the quantile function estimated
via KS, equations (4.11) and (4.13) are rewritten as follows:

gj<l'> Z HDl—oz;.7+<[Xj,17--~7Xj,n])7 ]: 1, N 1 (422)
gj(l’) S HDa;-Hr([Xj,h"'an,n])) ]: 17 .., (423)
where [X1,...,X,,) represents an array of data values for each random vari-
able §;, fori =1, ..., n, and oz;-,+, for j =1, ..., m, is obtained in the same

way as for the kernel-based reformulation approach (see Section 4.3).
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4.5 Algorithm for the Initialization of JCC Mod-
els

The algorithm described here can be used in the context of both classical and
data-driven joint chance constraints. For a cleaner presentation, we use the
acronyms JCCs and ICCs to refer to either classical or data-driven approaches.

Optimization problems with JCCs can be computationally more intensive
to solve than problems with ICCs. One major contributor to that is the nonlin-
ear reformulation of the JCCs. However, the solution of nonlinear optimization
problems can be expedited by proper initialization of the values of the vari-
ables. We propose providing a starting point for a problem with JCCs by using
the solution to the same problem, but with the ICCs instead. That is, each
JCC is converted into separate ICCs whose individual risk levels satisfy the
relationship in equation (4.17) (see derivation in Appendix C.2). In case the
solution to the problems with ICCs yields one or more infeasible JCCs (espe-
cially when the confidence level 1 — a approaches the value of 1), a feasibility
problem is solved first, and then its solution is used to initialize the model
with JCCs. The initialization algorithm can reduce the total solution time if
these constraints represent a relatively small part of all the constraints in the
model. Before describing the algorithm, we define the feasibility problem.

The feasibility problem can be used to find a feasible solution to the JCCs
alone. A possible objective is to minimize a distance measure between the
values of the variables present in those constraints and their respective values
from the solution to the problem with ICCs. In this way, the solution to the
feasibility problem will be as close as possible to the one from the problem
with ICCs, which is a good starting point for the problem with JCCs. Let
x!°C be a constant vector initialized to the optimal solution to the problem
with ICCs. We may define the feasibility problem as follows:

min ||z — x'C| |2
x
s.t.  JCCs, such as equations (4.14), (4.18), or a combination of both
(4.24)
where || -||3 in the objective function is the L? norm squared. For models with

few JCCs relative to all other constraints, the feasibility problem is a smaller
problem that may be solved more efficiently than the original problem with
JCCs.

For ease of exposition of the algorithm, we define the original optimization
problem with JCCs and the problem with associated ICCs in equations (4.25)
and (4.26), respectively. A possible approach to select the individual risk levels
is as follows (see equation (4.17)): let a}°¢ = o'°C, for j =1, ..., m; thus,
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QlCC < 1 ,JCC
— m

min  f(z)
s.t. reX (4.25)
P{gj(fc)Zéj,j:l,...,m} > 1 alcc

S
Plo>6) >1-a =1 ..m

where X is a compact set that contains constraints that are not JCCs nor
ICCs.

The initialization algorithm is shown in Figure 4.6. In step 1, the associ-
ated problem with ICCs in equation (4.26) is solved yielding x'°C. In step 2,
each JCC is evaluated at the solution to the problem with ICCs in order to
determine its feasibility. If all JCCs are feasible, then the original problem in
equation (4.25) is initialized with x!°© and solved; the algorithm stops. Other-
wise, the feasibility problem is solved in step 4. In step 5, the variables present
in the JCCs are fixed in the problem with ICCs, which is resolved using the
bounds on the individual risk levels as in step 1. The purpose of step 5 is to
guarantee that the solution to the corresponding problem with ICCs is feasible
for all JCCs present in the original problem, thus providing a feasible starting
point for the original problem. Finally, the solution to this problem with ICCs
is used to initialize the original problem with JCCs (step 3), thus concluding
the algorithm.
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1. Solve problem with ICCs in
equation (4.26) with risk levels according
to equation (4.17)

XICC
2. Are all JCCs no 4. Solve feasibility
feasible? problem in equation (4.24)
cC 5. Fix variables present in JCCs
yes X and resolve problem in
equation (4.17)

3. Solve original problem with JCCs in
equation (4.25)

Figure 4.6: Algorithm for the initialization of problems with JCCs.

4.6 Numerical Examples

This section contains two production planning examples. The first example
is a motivating example to illustrate the proposed kernel-based reformulation
approach for data-driven individual and joint CCs. The second example is
a real-world test case for a network of chemical plants that are geographi-
cally located in different sites. In the industrial test case, we illustrate how
chance-constrained optimization models can be interpreted as multi-objective
optimization models for which a Pareto efficient frontier can be obtained.

4.6.1 Motivating Example

Figure 4.7 shows the network of the motivating production planning example.
It consists of a raw material A, an intermediate product B, finished products C
and D (only product D can be stored), and facilities (plants) P1, P2, and P3.
Product C' can also be purchased from a supplier, or in the case of multiple
sites, it could be transferred from another site that also produces it. Both
plants P2 and P3 have uncertain production capacity.
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Figure 4.7: Network structure for the motivating Example 1.

The Linear Programming (LP) formulation has the following main ele-
ments: variables corresponding to the inlet/outlet flow rates to/from facility f
in time period ¢, y}f‘tte and w}f‘fe respectively; production yields for each facility,
0¢; and demands for each finished product m € F'P in time period ¢, ,,,+. The
deterministic multiperiod optimization model, (PP Det), is given as follows:

max wPreit (4.27a)
ot w;a:,tte _ efy}?tte VfeF teT (4.27b)
xs(iltes _ wgi + xléljtlfch VteT (4.27¢)

Wit = Wil 4w — 2Pl ViteT (4.27d)

(PPDet) wppltth: yﬁ% + YEs vieT (4.27)
Tas = Ypiy vieT (4.276)

B 4 slackses = 4, VmeFP teT  (4.27g)

WS < WIS glqe ey fe B teT (4.27h)

Wi > Wt _slacki P Y feF teT (4.27i)

Wi, < i me VteT (4.27j)

x%?;ch < Xilj;“ch,max ViteT (4.27k)

where constraints (4.27b) relate the output flows with the input flows through
the yield of each facility f, constraints (4.27c) — (4.27f) represent material and
inventory balances, equations (4.27g) represent the demand satisfaction and
slack variables are employed to account for possible unmet demand, constraints
(4.27h) — (4.27k) are limitations in the flows, storage, raw material availability,
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and capacity violations, respectively, and the profit is calculated as follows:

wproﬁt — Z Z SPm txsales Z OPCf twrate

teT |meFP fer
h
- > PGl = > ICuwl — > PENgslackis
meM:MPUR=1 meM:MINV=1 meFP

— > PENy,(slack ™ + slackyy™ )
fer

where SP,, ; is the selling price of material m in period ¢, OPCy, is the oper-
ating cost of facility f in period ¢, PC,,; is the purchase cost of material m
in period ¢, IC,,; is the inventory cost of material m in period ¢, and PEN,,
denotes the penalty associated with unmet demand.

The uncertainty in this example is represented by the historical variability
of the maximum production capacities of plants P2 and P3. In other words,
the two random variables (uncertain parameters) are W™ and Wiy max
(note that they are time-independent). All other parameters are considered
deterministic for the sake of this example, and four time periods were specified.
We assume that the data generating processes for Wpy"™™ and Wi~ are
the Gaussian models N(27,7) and N(28.5,9), respectively. Note that in reality
one does not usually know the true distribution of the uncertain parameters.
The industrial example in the next subsection considers real plant data. For
illustration purposes, we will consider both individual and joint chance con-
straints (ICCs and JCCs), which will form two different models: an LP model
(ICCs) and an NLP model (JCC).

Equation (4.27h), for f = {P2, P3}, can be written as ICCs as follows:

P{wpss < WE"} > 1— apy VteT (4.28)
P{wiss < WE™™™} > 1 —apy VteT (4.29)

Note that the associated slack variables are removed from the model. Using
equation (4.13), the kernel-based reformulation of the data-driven ICCs yields:

Wiy < Ffmte max (pg 1) VteT (4.30)

WS < Bl (0 1) VieT (4.31)

where Fv;ite,max(-) and F! ratemax () are quantile functions estimated via KS.
Wps

P2
Figure 4.8 illustrates the histogram for both uncertain parameters and the

estimated quantile functions. The (linear) production planning model with
reformulated data-driven ICCs, (PPICC), is as follows:
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max wproﬁt
s.t.  Constraints in equations (4.27b) to (4.27g)
t ’ )
(PPICC) wpyG < V\I?le Pt slackpy P VteT
wgiet S F‘;rite,max (aIP27+) Vt E T
P2
w?:;et S F‘;rite,max (aIP37+) Vt E T
P3

Constraints in equations (4.271) to (4.27k)

Motivating Example: Individual CCs
Histogram for P2 Histogram for P3
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Figure 4.8: Top: histograms for the randomly generated historical data for
the maximum capacity of plants P2 and P3 (sample size n = 365 each) in the
motivating example. Bottom: estimated empirical and kernel-based quantiles
(EQ and KS, respectively).

In the joint case, we consider that the two Gaussian models for %5"™* and
W™ are independent; thus, they are uncorrelated, which yields a bivariate

normal distribution with mean vector p = [27,28.5] and covariance matrix
¥ = [49,0;0,81]. Equation (4.27h), for f = {P2, P3}, can also be written as
a JCC as follows:

P {wiss < Wi, wins < Wi} > 1-a VieT  (4.33)

Using equation (4.19), the kernel-based reformulation of the data-driven JCC
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yields:

1. wrate Wrate',max wrate Wrate.,max
le-Kpg( P2t P2,i )] ll_’CPZS( P3.t P3,i >] Zl—o/+
N hp2 hp3
VteT
(4.34)

. . . .
where wpy " and wps " are data points, and Kps(+) and Kps3(-) are inte-

grated kernels with respective bandwidths hAps and hps. When implementing
the reformulated constraints in an optimization model, we choose the Gaussian
integrated kernel (see equation (1.22) in paragraph 1.2.2.3) since it is smooth,
i.e., it does not contain discontinuities as the other kernels, such as Epanech-
nikov and Tri-cube (see Table 1.2). Figure 4.9 illustrates the histogram for
both uncertain parameters and the estimated quantile functions. The (non-

linear) production planning model with the reformulated data-driven JCC,
(PPJCC), is as follows:

max wPrft
s.t. Constraints in equations (4.27b) to (4.27g)

};a{;et < rate max + Slackgli);,cap t c T
(PPICC) 72 e (W = i
n 4 P P2 hPQ

U)rate Wrate_,max
l1—Km< ”thpmﬂ )]21—a; VieT
3

Constraints in equations (4.271) to (4.27k)
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Bivariate Normal Distribution: u =[27, 28.5], £ =[49, 0; 0, 81]

KS
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Figure 4.9: Estimated joint cumulative distribution function for the maximum
capacity of plants P2 and P3 (sample size n = 365) in the motivating example.
The straight line corresponds to the true predictions of the bivariate normal
distribution.

All models were implemented in AIMMS 3.13 and solved on a desktop
computer with the following specifications: Dell Optiplex 990 with 4 Intel®
Core™ i7-2600 CPUs at 3.40 GHz (total 8 threads), 8 GB of RAM, and
running Windows 7 Enterprise. The linear and nonlinear solvers used were
GUROBI 5.6 and TPOPT 3.10.1, respectively. The R np package was used for
all kernel smoothing computations (see paragraph 1.2.2.3). The reduced risk
level o/, was calculated using the K-L divergence formula (see Table 4.1). The
complete problem data are available in Appendix C.3.

We begin the analysis of the results with the optimal profit value (penalties
not included) for all models at different nominal confidence levels or reliability
levels 1 — .. In Figure 4.10, we compare the profit values for the optimization
models with exact (known) distributions and with kernel-based reformulated
CCs, and the influence of the sample size n. Note that, for this motivating
example, the data were generated from specified Gaussian models; therefore,
exact quantiles (for ICCs) and bivariate normal cumulative probabilities (for
JCC) were used to assess the quality of the proposed kernel-based reformu-
lation. From Figure 4.10, for 90% nominal confidence level, the kernel-based
approach yields precisely the same solution as for the case where exact infor-
mation for the distribution is used. For higher values of nominal reliability
level, the difference increases, but not considerably. The more data points
are used for the estimation of the underlying distribution, the more accurate
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becomes the estimated distribution. Moreover, the reduced risk level o/, be-
comes closer to the nominal risk level a. As expected, the larger the sample
size n, the closer the results for the kernel-based approach are to the solution
using assumed exact distributions. Note that the JCC problem exhibits lower
profits than the ICC problem, since the former is more restrictive than the
latter.

(PPICC): Profit (PPICC): Profit
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80.00 80.00

76.00 76.00

#72.00 72.00
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OKernel (n=730)
Kernel (n=365)
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%:g Kernel (n=365)

95% 99%
Nominal Confidence Level

Profit [$]

%
£ 68.00 68.00

64.00 64.00

60.00 60.00

56.00 56.00
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Nominal Confidence Level

(a) Profit values for exact and kernel- (b) Profit values for exact and kernel-
based reformulation with individual based reformulation with joint chance con-
chance constraints. straint.

Figure 4.10: Comparison of the objective function value of the motivating
example for different models (exact vs. kernel-based (KS) reformulations).

A similar analysis can be performed for the decision variables. For exam-
ple, in Figure 4.11, the optimal production levels of plants P2 and P3 obtained
with kernel-based approach are very similar to those obtained when exact dis-
tributions are used. Once again, the larger the sample size n, the smaller
the difference between estimating distributions and using the exact distribu-
tions. The increasing flow rates out of P2 at t = 1 for increasing nominal
confidence levels might seem counterintuitive at first, since as the confidence
levels increase the flow rates are further constrained from above. However,
the flow rate out of P2 is still free to increase in order to satisfy the demand
of product C, which is followed by a decrease in its purchased amounts from
an external source (not shown). In contrast, the flow rate out of P3 at ¢t = 1
decrease with increasing confidence levels as expected. This is due to the fact
that the ICC for P3 is binding (i.e., the flow rate reached its upper bound,
which is the estimated quantile shown in Table C.3), whereas the ICC for P2
is non-binding.
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Figure 4.11: Comparison of the production levels of plants P2 and P3 of
the motivating example for different models (exact vs. kernel-based (KS)
reformulations).

All optimization problems were solved in less than one second each. Ta-
ble 4.2 summarizes the problem sizes. The additional 8 variables in the de-
terministic model (PP Det) correspond to the slack variables slacky; ™", for
f ={P2,P3} and t = {1,2,3,4}, which were removed when modeling con-
straints in equation (4.27h) as CCs. We note that the model (PPJCC) is a
nonconvex NLP. It has fewer constraints than the model (PPICC'), because
for each JCC there are two associated ICCs. More specifically, for each time
period ¢, the two ICCs in equations (4.30) and (4.31) in the model (PPICC')
are “joined” to form the JCC in equation (4.34) in the model (PPJCC). In
the computational experiments, the NLP solver (IPOPT) converged to the
same solution with or without multi-start.

Table 4.2: Problem sizes for motivating example.

Model (PPDet) (PPICC) (PPJCC)
Constraints 68 68 64
Variables 76 68 68
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4.6.2 Industrial Example

The industrial test case concerns the optimal production planning of a net-
work of production sites. Each site contains several plants that are highly
integrated. The plants can also transfer products between sites. At these mul-
tiple production sites, with more than 25 production facilities, several prod-
ucts are manufactured. The time horizon of one year is divided into monthly
time periods. The objective of the optimization model is to maximize the net
present value (NPV). The LP model is similar to the model used in the mo-
tivating example (equation (4.27)) with some additional constraints. That is,
its constraints represent material and inventory balances across all chemical
sites.

In this test case, we focus on the reliability levels of three key plants in the
network that are of interest to this test case. The plants are denoted by P1, P2,
and P3. Similar to the motivating example in Subsection 4.6.1, the uncertain
parameters are the maximum production capacities of those three key plants.
The historical data comprise 610 observations for each key plant as shown in
Figure 4.12. Clearly, the real data cannot be accurately represented by typical
Gaussian distributions as is commonly assumed in the literature. For the JCC
model (NLP model), the joint CDF was estimated, whereas for the ICC model
(LP model), the individual quantile functions were estimated. The reduced
risk levels o' were calculated based on the K-L divergence (see Table 4.1). We
used the same algebraic modeling environment and optimization solvers as in
the motivating example.
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Figure 4.12: Histograms depicting the real data for the maximum production
capacities of three key plants in the network: (a) plant P1, (b) plant P2, and
(c) plant P3.

The JCC and ICC (when all individual risk levels have the same value)
models essentially correspond to bi-objective optimization models in which
one objective is to maximize the NPV and the other objective is to maximize
the probability of satisfying the chance constraints. By changing the confi-
dence levels of the chance constraints and resolving the optimization model
corresponds to applying the e-constraint method for multi-objective optimiza-
tion (Haimes, Lasdon, & Wismer, 1971). The outcome is a Pareto efficiency
curve, which represents the trade-off between the two objectives, i.e., the im-
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provement of one objective leads to the worsening of the other objective. Fig-
ure 4.13 shows the normalized NPV values for different nominal confidence
levels (1 — a), i.e., the Pareto efficient frontier. Note that the solution to the
ICC problem is an upper bound to the solution of the JCC problem, i.e., the

JCC model is more conservative than the ICC model for the same nominal
confidence level.

Kernel Pareto Efficient Frontier
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Figure 4.13: Pareto efficient frontier for the industrial test case. For the ICC
model, the same reduced risk levels o/ were used for the the three key plants.

The problem sizes are shown in Table 4.3. In this industrial test case, there
is one JCC per time period (total of 12 time periods), and each JCC has three
variables that correspond to the flow rates out of the three key plants.

Table 4.3: Problem sizes for industrial test case.

Model Deterministic ICC JCC Feasibility
Constraints 192,240 192,240 192,216 12
Variables 283,217 283,181 283,181 36

In order to speed up the solution of the NLP models, they were initialized
with the solution of ICC models for which the individual risk levels satisfy

the relationship in equation (4.17). In particular, we set al5¢ = ofS¢ =
alSe = %oﬂcc, computed the respective individual reduced risk levels o/ with

the K-L formula (see Table 4.1), and obtained the estimated quantiles. The
effect of properly initializing the JCC models can be seen in Figure 4.14.
Speedups ranged from 2 to 6 times. For a nominal confidence level of 99% (i.e.,
1—a =0.99), the JCCs for certain time periods were infeasible when evaluated
at the solution of the problem with ICCs. When the initialization algorithm
described in Section 4.5 was not applied, the solver IPOPT could not find a

118



feasible solution and stopped after 1 hour. In contrast, by properly initializing
the JCC model using the proposed algorithm, a feasible and (local) optimal
solution was found in under 6 minutes for the 99% confidence level case. Thus,
the proposed initialization algorithm makes the solution of problems with JCCs
more robust and faster. The feasibility problem and each ICC model were each
solved in one second or less; thus, their solution times are not reported.

Kernel JCC CPU Time
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Figure 4.14: Solution times of the JCC model with and without initialization
from the solution of ICC models according to algorithm in Subsection 4.5.
For a nominal confidence of 99%, the solver could not find a feasible solution
without applying the initialization algorithm.

4.7 Conclusions

In this work, we have investigated a specific reformulation approach for data-
driven conditional and unconditional individual and joint chance constraints
(CCs) with right-hand side uncertainty. As opposed to classical CCs that rely
on strong assumptions regarding the parametric model for distributions, data-
driven CCs use estimated distributions based on available data, i.e., historical
or predicted observations of the uncertain parameters. One nonparametric
statistical technique to estimate probability densities and distributions as well
as to regress quantiles is known as kernel smoothing (KS).

We showed how kernel smoothing can be used to reformulate data-driven
CCs into algebraic constraints. In addition, we proposed a novel way of cal-
culating the divergence tolerance (i.e., the size of density-based confidence set
that is assumed to contain the unknown true distribution) by using squared
point-wise standard errors from the estimation process. For small sample size
cases, we proposed a reformulation approach for data-driven individual CCs
that use the Harrell-Davis empirical quantile estimator. Another contribution
of this work is the proposed algorithm for solving problems with joint CCs
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by initializing its variables from the solution of the associated problem with
individual CCs.

The proposed reformulation approach and algorithm were applied to nu-
merical examples, including an industrial test case. We showed that the so-
lution to the motivating example when KS was used to estimate distribu-
tions was very similar to the solution obtained when exact and assumed to be
known distributions were used to describe the uncertainty. For the industrial
case study, the proposed initialization procedure enabled the solution of the
joint chance-constrained problem for all selected values of the confidence level.
Among the problem instances successfully solved with and without the initial-
ization procedure, solution times were up to five times faster when applying
the initialization procedure.
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Chapter 5

Data-Driven Simulation and
Optimization Approaches to
Incorporate Production
Variability in Sales and
Operations Planning

5.1 Introduction

Sales and Operations Planning (S&OP) is a business and decision-making
process through which a company makes certain that tactical plans in every
business area balance demand and supply for products. Therefore, S&OP links
the corporate strategic plan to daily operations plans. The overall result of the
S&OP process is an operating plan to allocate company resources (Grimson
& Pyke, 2007).

Attempts in the literature to systematically survey case studies of the
S&OP process adopt the Capability Maturity Model (CMM) (Paulk, Weber,
& Chrissis, 1993). A recent review that surveys some maturity models can be
found in Thomé et al. (2012). Maturity models define stages for the S&OP pro-
cess that include activities such as meetings, demand forecasting, integration
of procurement, production, and distribution plans, and performance measure-
ments. Figure 5.1 illustrates typical stages in the S&OP process. We note that
uncertainty and variability affect decisions in both stages 1 (Sales Planning)
and 2 (Operations Planning). Forecasting demand for products takes into
account future market conditions that are not known exactly (i.e., demand
uncertainty), and the operation of plants is subject to unplanned events and
imperfect implementation (i.e., production variability).
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sales, demand demand, account for demand with financial plan (scheduling level),
forecasting production variability considerations evaluate performance

Figure 5.1: Typical stages in the S&OP process. Adapted from Ling & God-
dard (1988).

The Operations Research and Management Science (OR&MS) and Process
Systems Engineering (PSE) communities have contributed with optimization-
based tactical production planning models as well as solution strategies for
different industry sectors. The review paper by Mula et al. (2006) and the
book by Pinedo (2009) present an extensive literature survey about models
for tactical production planning and scheduling with uncertainty considera-
tions, and classify the literature based on the production planning area and
the modeling approach. Production planning and scheduling problems in the
chemical, petrochemical, and pharmaceutical industries are reviewed in the
works by Sung & Maravelias (2007); Verderame et al. (2010). The authors
identify typical sources of uncertainty in different applications and how they
are usually modeled in the context of optimization under uncertainty.

Some works have considered hybrid simulation and optimization to ac-
count for uncertainty in generating tactical production plans. For instance,
Li, Gonzélez, & Zhu (2009) studied a dedicated remanufacturing system of
electronic products with stochastic batch arrival times. The system is mod-
eled in the discrete-event simulator Arena® 10.0 by Rockwell Software, and
its objective is to analyze the effect of operational changes on the profit perfor-
mance of this dedicated remanufacturing system. The optimization approach
was based on Genetic Algorithms. Lim, Alpan, & Penz (2014) propose a
simulation-optimization approach for managing S&OP in a problem related
to the automotive industry. The stochastic parameter is the demand that is
assumed to be uniformly distributed. The simulation part is coded in the Java
programming language, and the optimization formulation accounts for multi-
ple criteria through e-constraints (see Subsection 5.4.2). We note that, on the
one hand, there has been a modest effort to address the effect of uncertainty in
the activities pertaining to sales and procurement planning; on the other hand,
there is limited work on incorporating production variability in the operations
planning stage.

In this work, we focus on the operations planning stage of the S&OP process
(see Figure 5.1). More specifically, we propose two data-driven optimization-
based approaches to account for uncertainty (in this case, production variabil-
ity) when generating a tactical production plan. The production variability is
quantified as the deviation between historical planned and actual production
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rates. The statistical technique of quantile regression (Koenker, 2005) is used
to model the distribution of deviation values for a given planned rate. This
distribution is then sampled from in order to construct scenarios. The main
contributions of this work are summarized below.

e Statistical modeling via quantile regression of historical production data
to quantify production variability;

e Simulation-optimization and bi-objective optimization frameworks to ac-
count for production variability when generating a tactical production
plan in the S&OP process; and

e Generated tactical production plan with tradeoff information between
average profit and risk (i.e., Pareto efficient frontier).

This paper is organized as follows. Section 5.2 defines the problem and
presents the high-level methodology. Section 5.3 provides a brief overview
of classical and quantile regression, which are statistical techniques that can
be used to model historical production variability. Section 5.4 describes the
two proposed optimization-based solution strategies to incorporate produc-
tion variability in the operations planning stage of the S&OP process. The
proposed approach is illustrated by two numerical examples in Section 5.5:
motivating example and industrial case study. In the latter, we propose mod-
eling approaches to account for highly integrated networks. Conclusions are
drawn in Section 5.6.

5.2 Problem Statement and Methodology

The approach proposed in this work is illustrated with an application related to
the Chemical Process Industry (CPI). In particular, we deal with Enterprise-
wide Optimization (EWO) decisions of highly-integrated chemical production
sites, which produce basic chemicals and their downstream derivatives (Was-
sick, 2009). However, we note that the proposed methodology is general and
can be applied to other types of industries.

For this problem, we consider a process network of chemical plants and
focus on the effects of production variability in the operations planning stage.
We assume that the future monthly demand is given and is deterministic
over the planning horizon. Also given is the minimum/maximum installed
production capacity of each plant and its production costs. Transportation
and inventory holding costs, inventory capacity, and initial inventory are given.
Future planned maintenance outages of production plants may also be given.
Given a multi-period linear programming (LP) production planning model
for the given process network (similar to the model presented in Sahinidis et
al. (1989), excluding capacity expansion considerations), the objectives are
two-fold: (1) propose a production plan incorporating historical production
variability data, and (2) measure the performance of the proposed plan in the
form of a tradeoff between average profit and risk. Production variability is
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incorporated in a two-stage the stochastic programming production planning
formulation whose details are given in Subsection 5.4.2.

The overall strategy to generate production plans by taking into account
the variability of S&OP data is shown in Figure 5.2. From available historical
data that consist of actual and planned production rates, quantile regression
models (see Section 5.3) are built and used to characterize the production
variability, i.e., deviation between planned and actual rates. Deviation values
are then sampled from these statistical models and used in an optimization-
based framework to generate production plans with profit vs. risk tradeoff
information (see Section 5.4). We propose and discuss the advantages and
disadvantages of two different frameworks: (1) a simulation-optimization ap-
proach, and (2) a bi-objective optimization approach.

(Section 3) (Section 4)
Statistical Optimization/
8 D Analysis D Simulation
S&O0P Data Quantile Regression Return vs. Risk Tradeoff

Figure 5.2: Overall strategy to account for historical production variability
when generating production plans.

5.3 Modeling Production Variability with Quan-
tile Regression

Please see Subsubsection 1.2.2.1 for an overview of classical and quantile re-
gression. In this section, we illustrate how quantile regression can be used to
model production variability.

The proposed approach for using quantile regression to model production
variability in S&OP data is as follows. From historical planned and actual pro-
duction rates, the deviation between them is calculated as A = Plan — Actual.
The regression analysis consists of regressing A on Plan, i.e., obtain the re-
gression function Q,[A|Plan = planned value] for a given probability level a.
Finally, a distribution of A values given a planned value can be obtained by
estimating quantiles for several probability levels (e.g., « = {0, 0.01, ..., 1}).
Figure 5.3 shows an example of a A vs. Plan plot for a given chemical plant
and the estimated quantiles conditional on two different planned values. The
top plot shows that the distribution of A values (i.e., conditional quantiles)
varies depending on the planned value. This can also be seen from the bottom
plots, where the range of A values is larger for the planned value of 10 w.u.
(weight units, bottom left plot) than for the planned value of 1.5 w.u. (bottom
right plot).
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Figure 5.3: Example of modeling production variability with quantile regres-
sion, where A = Plan — Actual. Legend: (a) A vs. Plan plot, (b) estimated
quantiles conditional on Plan = 10w.u. (weight units), and (c) estimated
quantiles conditional on Plan = 1.5 w.u..

Remark. As will be discussed in the next section, it may be difficult or
impossible to employ a quantile regression model to generate samples within
an optimization formulation. One possible approximation is to disregard the
covariate in the quantile regression (i.e., the Plan values), and generate samples
from the distribution of the A values alone. This is the approach taken in the
numerical examples discussed later in this paper.

5.4 Simulation and Optimization Frameworks

The objective of the proposed approach is two-fold: (1) account for histori-
cal production variability when generating an optimal Sales and Operations
Planning (S&OP) production plan, and (2) provide tradeoff information about
the generated plan in the form of average profit vs. risk. We describe two
optimization-based frameworks whose potential advantages and disadvantages
are listed in Table 5.1. The frameworks are detailed in the next two subsec-
tions.
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Table 5.1: Potential advantages (+) and disadvantages (—) of optimization-
based frameworks. Legend: Sim-Opt = Simulation-Optimization framework,
Bi-Opt = Bi-Objective Optimization framework, A|Plan = deviation condi-
tional on planned values in the context of quantile regression (see Section 5.3),
DFO = Derivative-Free Optimization.

Sim-Opt

Bi-Opt

Easy to accommodate for arbi-
trary A|Plan;

Expensive simulations as number
of scenarios increases;

No explicit handling of constraint
violation;

Decrease in efficiency if high-
dimensional DFO problem.

Simultaneous generation of plan
and minimization of risk;

Explicit handling of constraint vi-
olation;

Difficult or impossible to accom-
modate for arbitrary A|Plan;

Optimization model may be large
and nonlinear.

5.4.1 Simulation-Optimization Framework (Sim-Opt)

The Simulation-Optimization framework (Sim-Opt) consists of alternating be-
tween a simulator and a Derivative-Free Optimization (DFO) (Conn, Schein-
berg, & Vicente, 2009) solver as illustrated in Figure 5.4. The purpose of the
DFO solver is to set the production target (i.e., generate the S&OP production
plan). For a new proposed plan, A values are generated using quantile regres-
sion and used to form scenarios to be evaluated by the simulator. In the simu-
lator, the production rates of the plants that are subject to variability are fixed
to the respective plan proposed by the DFO minus the respective A value, i.e.,
Production Rate = Production Target — A. Recall that A = Plan — Actual;
therefore, by subtracting the estimated A value from the production target,
we estimate the actual production rate for a plant.
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Figure 5.4: Schematic of the Sim-Opt framework. The DFO solver sets the
production targets based on which the A values are estimated and form scenar-
ios for the simulator. The simulator evaluates the current production target
and returns a distribution of financial performance values (profit, cost etc.).

The simulator can be a black-box S&OP software or a production planning
optimization model that acts as a simulator by fixing certain “input” variables,
such as production rates. Different scenarios containing A values are passed
to the simulator, which evaluates the impact of the proposed plan on a perfor-
mance metric, such as profit or cost. Note that each scenario is independent
of the other, which makes this approach amenable to parallelization.

A recent review on DFO solvers and algorithms is given by Rios & Sahini-
dis (2013). We note that some limitations of DFO include the decrease in
efficiency for high-dimensional optimization problems and the number of nec-
essary function evaluations (i.e., calls to the simulator, which may be com-
putationally expensive due to the number of scenarios) in order to achieve
significant progress. In the type of problem addressed in this paper, if the
production rate of a plant is indexed by time periods and the planning time
horizon considered has twelve time periods, then for each plant that is subject
to variability, twelve decision variables are needed.

One of the objectives of this paper is to show how a tradeoff curve of average
profit vs. risk (Pareto efficient frontier) of the proposed production plan can
be used in the analysis of results. This tradeoff curve can be obtained by
applying a bi-criterion approach to the Sim-Opt framework as explained as
follows. For the case of a black-box simulator, in which no model is available,
multi-objective DFO algorithms can be used to construct the Pareto efficient
frontier. The literature on multi-objective DFO is generally divided into two
classes: Direct Search Methods (DSM) of directional type and Evolutionary
Multi-objective Optimization (EMO) algorithms. Reviews are given in Zhou et
al. (2011); Custodio, Emmerich, & Madeira (2012). If an optimization model
is used as the simulator, then standard multi-objective optimization techniques
can be used, such as the e-constraint method (see Subsection 5.4.2) (Hwang
& Masud, 1979; Miettinen, 1999).
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5.4.2 Bi-Objective Optimization Framework (Bi-Opt)

The Bi-Objective Optimization framework (Bi-Opt) simultaneously proposes
a production plan and minimizes the risk of operating a such plan under pro-
duction variability consideration. This is accomplished by solving an optimiza-
tion problem, which requires the production planning optimization model to
be fully known. The proposed optimization model is a bi-objective two-stage
stochastic program (Birge & Louveaux, 2011) whose first-stage variables are
the production targets and second-stage variables are the remaining variables
of the model (e.g., flows and inventory). The two objectives are the average
profit value to be maximized and a risk measure (e.g., financial risk) to be
minimized.
A general deterministic equivalent model of the bi-objective two-stage stochas-

tic program is as follows,

min  Risk(zs, PT)

zs,PT
max  fo(PT)+ > p,fs(zs
s, PT o(PT) ; (z.) (5.1)
st. g(zs) <0 Vsef
PR, = PT — A, VsesS

where the first objective minimizes risk while the second objective maximizes
the expected profit. In equation (5.1), PT are the first-stage production target
variables, while z; is a vector of two-stage decision variables (including the
production rate variables, PRy) that is defined for each scenario s € S, p, is
a constant vector of probability of scenario s, fo(+), fs(:), and g(-) are linear
functions that define the multi-period LP planning model. In this paper,
functions fy(-) and f,(+) correspond to the first- and second-stage profit terms,
respectively, whereas functions g(-) represent linear material and inventory
balances and capacities.

A major contribution of this paper is to model production variability as
shown in the last set of equality constraints of equation (5.1). This set of
constraints fixes PR, to the production target (P7") minus the deviation value
for a given scenario s (Ay). Recall that subtracting A, from the production
target (i.e., production plan) results in the estimated actual production rate.
Also, note that PT is not indexed by scenarios, since it is a vector of first-stage
variables. The production target is the production plan that is sought to be
implemented in practice.

The bi-objective optimization problem in equation (5.1) can be cast as a
single-objective model using standard multi-objective optimization techniques
as mentioned in the previous section. The e-constraint method results in two
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possible models,

max fo(PT) + Zpsfs Ts)

Ts,

seS
s.t.  Risk(zs, PT) < ¢ (5.2)
g(zs) <0 Vsels
PR, = PT — A, VseS
or,
min  Risk(zs, PT)
zs,PT
s.t. fo(PT) + Z psfS(xs) 2 €
ics (5.3)
g(xs) <0 Vses
PR, = PT — A, VseS

where € is a threshold value that represents the maximum risk (equation (5.2))
or minimum average profit (equation (5.3)) the decision maker is willing to
have. The Pareto efficient frontier can be constructed by varying the value of
e and resolving the optimization problem.

If the objective function to be maximized in equation (5.1) is a financial
performance indicator (e.g., profit or cost, if minimization), then one possibil-
ity is to use a financial risk measure for the expression of Risk(-,-). Different
financial risk management strategies have been proposed in the literature (see
Sarykalin, Serraino, & Uryasev (2008) for a tutorial). Some of these risk mea-
sures are presented below. Note that each measure operates on the distribution
of values of the financial performance indicator.

e Variance: It is a measure of the spread of a distribution that operates
symmetrically on all values with respect to the expected value. Mini-
mization of variance can be interpreted as the minimization of the square
of the L?-norm between the financial performance in a scenario and the
average financial performance over all scenarios.

Risky (2, PT) = 3 p. [fules, PT) = fla, P (54)

seS

where f(z,, PT) = YycgD.ofs(xs, PT) is the expected value of the dis-
tribution of profit values.

e Semivariance: It is a deviation measure similar to the variance, but it
operates on values above or below the expected value. It is also similar to
downside risk where the threshold is the expected value of a distribution.

Risks (v, PT) = Y, [fulws, PT) = fo, PT)]. (55)

seSs

Risky_ (2., PT) = Y. p, [f(as, PT) — fs(zs,j.DT)r+ (5.6)

seS

where [a]; = max{0,a}.
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o Mean Absolute Deviation (MAD): The MAD (also known as the average
absolute deviation about the mean) also measures the dispersion of a
distribution, but in an absolute sense. Analogously to the variance, its
minimization can be seen as the minimization of an L'-norm.

Risk, (z,, PT) = Y _ p,

seSs

fo(ws, PT) = f(xs, PT)| (5.7)

o Mazximum Absolute Deviation: It is analogous to the MAD, but its min-
imization is equivalent to minimizing the L>-norm (Cai et al., 2000).

Riske (s, PT) = max o,

fu@e, PT) = f(z,, PT)|  (5.8)

e Conditional Value-at-Risk (CVaR): It is also called expected shortfall
and is a quantile-based risk measure similarly to Value-at-Risk (VaR),
which is the quantile of a distribution for a given probability level a.
The minimization of CVaR was first proposed by Rockafellar & Uryasev
(2000).

1
1l -«

Riskcvar, (zs, PT) = v — > by [ folws, PT) — ], (5.9)

sES

where v € R (additional variable).

5.5 Numerical Examples

The proposed approach to deal with production variability in the operations
planning stage of the Sales & Operations Planning (S&OP) process is illus-
trated with a motivating example and an industrial case study. The two-stage
scenario tree for the stochastic models has its node values (outcomes) fixed
to the sampled A values from the quantile regression analysis, and the prob-
abilities of the scenarios, p,, were calculated using the data-driven scenario
generation approach described in Calfa et al. (2014) (see L? DMP formula-
tion).

All optimization models were implemented in AIMMS 3.13 (Roelofs &
Bisschop, 2015) and solved on a desktop computer with the following specifi-
cations: Dell Optiplex 990 with 4 Intel® Core™ i7-2600 CPUs at 3.40 GHz
(total 8 threads), 8 GB of RAM, and running Windows 7 Enterprise. All
linear programming (LP) and convex quadratically-constrained programming
(QCP) models were solved with Gurobi 5.6.

The Sim-Opt approach consists of a main script in MATLAB (The Math-
Works Inc., 2015) in which the DFO algorithm fminsearchbnd' (Nelder-Mead

'The function fminsearchbnd extends MATLAB’s built-in function fminsearch by con-
sidering bounds on the decision variables. The bounds used in the computational exper-
iments were the plant minimum/maximum capacities. See http://www.mathworks.com/
matlabcentral/fileexchange/8277-fminsearchbnd--fminsearchcon for implementa-
tion (retrieved on March 22, 2015).
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simplex search algorithm) sets the production targets PT that are fixed in the
AIMMS model (the simulator). In other words, the DFO algorithm proposes
a production plan, which is evaluated by the simulator (two-stage stochastic
programming model). In order to perform a comparison between Sim-Opt
and Bi-Opot approaches, we used the same A values in both, even though
the Sim-Opt can accommodate the sampling of A values conditional on the
proposed production plan.

5.5.1 Motivating Example

The goal of the motivating example is to demonstrate that different alloca-
tion schemes of chemicals in a process network are obtained when production
variability is considered and some risk measure is adopted. Typically, only
the margin (sales from revenue minus operating cost) of individual products
is used as a criterion for deciding their allocation throughout the network. By
also accounting for production variability, larger amounts of a feedstock chem-
ical may be allocated to lower-margin, but potentially more reliable plants
(to be defined in the next paragraph) than to higher-margin, but less reli-
able plants that “compete” for the same raw material. Even though this may
seem counter-intuitive at first, we show through this example the trade-off
between the expected or average overall profit and the risk of choosing an
allocation scheme, i.e., less risk with allocation favoring low-margin and more
reliable plants vs. high risk with allocation favoring high-margin and less reli-
able plants. Please recall that by reliability we mean the spread of A values
around zero, i.e., the deviation of actual production rates from the respective
planned values. A detailed analysis of the results is given to illustrate the
applicability of the proposed methodology.

The process network is shown in Figure 5.5. Each plant produces a single
product, which receives the same name as the plant that produces it. There-
fore, we will use plant and product interchangeably. The main objective is to
demonstrate the different allocation schemes of chemical A to the downstream
plants (B-G) between deterministic and stochastic (risk neutral and averse)
solutions by considering production variability of the downstream plants. Note
that the order of plant’s reliability is the reverse of the order of plant’s margin
(revenue from sales minus operating costs), i.e., the most reliable plant (G)
is the lowest-margin plant, whereas the less reliable plant (B) is the highest-
margin one. In this context, reliability is represented by the spread of the
deviation between historical planned and actual production rates (A values)
around the origin, which is along the lines of a root mean square calculation.
In other words, a more reliable plant means A =~ 0, i.e., it is more likely to
actually achieve its planned values proposed in the operations planning stage
of the S&OP process. Please note that, in this paper, we do not refer to reli-
ability in the sense of maintainability or probability of failures of a system or
component.
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Figure 5.5: Process network structure of the motivating example. Plant relia-
bility is related to the spread of the deviation between historical planned and
actual production rates around the origin. Specifically in this example, the
more reliable a plant is, the lower its margin is.

The multi-period, LP production planning model is similar to the one pre-
sented in Sahinidis et al. (1989), but excluding capacity expansion decisions.
That is, the model consists of simple input-output relationships of material
and inventory balances. Possible demand and plant capacity violations are
captured with non-negative slack variables added to the respective constraints
and penalized in the objective function. When production variability is taken
into account, the deterministic equivalent model of the two-stage stochastic
production planning model can be generically written as in equation (5.1),
where the proposed S&OP production plan or target, PT, is a vector of first-
stage variables. The model also has slack variables that capture unsatisfied
demand and capacity violations that are penalized in the objective function.
Twenty scenarios (samples from the quantile regression analysis) were consid-
ered in all stochastic models. We perform a detailed analysis of the results of
four cases defined as follows:

Case 1. Deterministic

— No production variability, i.e., A; = 0.
— Identifier: 1. Det

Case 2. Risk Neutral Stochastic with Fixed Production Target

— Production variability is considered, i.e., As # 0.

— Fized the values of production targets, PT', to the optimal produc-
tion rates obtained by solving Case 1.

— The purpose of this case is to evaluate the performance of the de-
terministic production plan in an uncertain environment.
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— Identifier: 2. Stoch Fix
Case 3. Risk Neutral Stochastic with Variable Production Target

— Similar to Case 2, but with variable production targets, PT.

— Production targets (first-stage decisions) are optimally set while
taking into account the historical variability in production rates.

— Identifier: 3. Stoch Var
Case 4. Risk Averse Stochastic (Bi-Opt Framework)

— Similar to Case 3, but with two objective functions, one of them
measuring risk.

— Identifier: 4. Bi-Opt

We should note that Cases 1-3 give rise LP models since the underlying plan-
ning model is linear, while Case 4 gives rise to a convex QCP model, because
we use the variance of the profit as the risk measure. The QCP model is convex
because the variance is taken with respect to the profit, which is a linear func-
tion, and the scenario probabilities are non-negative; thus, the Risk(xy, PT)
function is a sum of non-negative quadratic terms. Let us first focus on the
results obtained with the Bi-Opt approach (Subsection 5.4.2), and then com-
ment on its differences with the Sim-Opt approach (Subsection 5.4.1). We
begin with Cases 1-3, and then discuss Case 4, which has Case 3 as a special
case.

5.5.1.1 Cases 1, 2, and 3

We start the analysis by comparing average overall margin and its standard
deviation for the first three cases. The overall profit (or simply profit) is the
difference between the revenue from the sale of all products and total costs
(operating and inventory). Operating costs are proportional to production
rates, and inventory costs are proportional to the amount of chemicals stored
in each period. As it can be seen in Table 5.2, adjusting the production target
(Case 3) in the face of production variability yields more profitable and less
risky (smaller standard deviation) production plans. In other words, produc-
tion targets obtained with the deterministic model (Case 1) yield lower average
profit with larger spread (higher risk) when production variability is taken into
account (Case 2). In addition, some plant capacity violations were observed in
the solution of Case 2, which is clearly undesirable. The optimization results
convey that the value of simultaneously proposing the production targets and
accounting for production variability is (320.60 — 272.84) m.u. = 47.77 m.u.
(monetary units) on average.
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Table 5.2: Average profit and its standard deviation in monetary units (m.u.)
for Cases 1-3 in the motivating example. The standard deviation of the profit
is a measure of its spread, i.e., financial risk.

Case
1. Det 2. Stoch Fix 3. Stoch Var
Average | 375.15 272.84 320.60
Std Dev - 28.30 25.82

The difference in average profitability between the solution of Case 2 and
Case 3 is also explained by the average overall service level (SL) defined in
equation (5.10). The overall SL is the complement of the fraction of total
demand satisfied from sales of all products.

_ YsesPsSaless
Total Demand

E[SL] =1 (5.10)
The overall SL for the deterministic solution (Case 1) is 100% (i.e., all demand
is satisfied), and the average overall SL for Case 2 and Case 3 is 82.68% and
92.24%, respectively. The breakdown of unmet demand for each product is
given in Table 5.3. From Case 2 to Case 3, the demand satisfaction of high-
margin products (B, C, and D) increases relatively more than for the low-
margin products (E, F, and G). In fact, the demand satisfaction of product
G, which is produced by the most reliable and lowest-margin plant, actually
decreased in Case 3. When analyzing the results of Case 4 later on, it will be
clear that the solution of Case 3 favors more allocation of product A to the
high-margin plants, since the objective function (profit) is not constrained by
any risk measure (i.e., more risky condition).

Table 5.3: Average unmet demand in weight units (w.u.) for each product in
Case 2 and Case 3 in the motivating example.

Case
Product 2. Stoch Fix 3. Stoch Var
B 64 6
C 55 10
D 41 4
E 34 10
F 18 10
G 8 34

The amounts of chemical A allocated to the six downstream plants are
shown in Table 5.4, which complements the results shown in the previous
table. As it would be expected after the analysis of unmet demand, in Case
3, relatively more amounts of A are allocated to high-margin plants than for
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low-margin ones. The negative percentage change for plant G (lowest-margin)
means that it receives less A in Case 3 than in Case 2.

Table 5.4: Average allocated amounts of A in weight units (w.u.) to each
downstream plant in Case 2 and Case 3 in the motivating example. The
percentage change column is the relative change between the two cases, i.e.,

(Case 3 — Case 2)/Case 3.

Plant Case

2. Stoch Fix 3. Stoch Var Change
B 160 204 28%
C 96 143 49%
D 131 164 25%
E 147 178 21%
F 343 356 4%
G 148 111 —25%

Let us analyze the results for Case 4. The goal is to evaluate the impact
of controlling some measure of risk by including an additional constraint (e-
constraint) on the allocation scheme of chemical A to downstream plants.
Consider two subcases of Case 4: Subcase 4.A uses an explicit financial risk
measure (variance of profit) and Subcase 4.B uses the individual expected
service level for one of the high-margin products.

5.5.1.2 Subcase 4.A: Variance of Profit

The e-constraint in equation (5.1) takes the following form,

Risk(zs, PT) = > p, [Proﬁts(a:s, PT) — Profit(zs, PT)}2 <e (5.11)

seS

where Profits(-,-) denotes only the profit calculation of the objective
function, i.e., excluding penalized slack variables, and Profit(z,, PT) =
Yscg D Profits(zs, PT) is the average profit. In this subcase, € is interpreted
as the maximum allowed variance of profit and has units of (m.u.)?, where
“m.u.” stands for monetary units.

Note that Case 3 is a special case of Subcase 4.A in which e takes a large
enough value so that the constraint is not active at the solution, i.e., the
financial risk is unconstrained and the model becomes risk neutral. Thus,
the solution to Case 3 represents the condition of maximum variance of the
profit, which is the right-most point in the Pareto efficient curve of average
profit vs. variance (or standard deviation) of profit in Figure 5.6. In addition
to the solution of Case 3, the bi-objective optimization model (convex QCP)
was solved ten times for different values of €, ranging from 60 to 600 with a
stride of 60, and the solutions are represented by points on the Pareto efficient
frontier. Note that from left to right the spread of the profit across scenarios
increase, i.e., more risky solutions.
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Figure 5.6: Pareto efficient frontier for Subcase 4.A in the motivating exam-

ple. “m.u” stands for monetary units. Error bars represent 95% confidence
intervals on the average values.

Figure 5.7 shows the same Pareto efficient frontier together with the average
overall service level (SL) as defined in equation (5.10). Note that there is an
increase in the average overall SL for the solutions from points P1 to P2, and
after point P2 until point P3 the average overall SL levels off. Therefore,
we classify the solutions as belonging to two regions: Region I (less risky)
and Region II (more risky). After point P2, the amount of A allocated to
all downstream plants remains practically the same with the exception of the
least and most reliable plants, B and G, respectively. As the € value increases

(more risky condition), there is a shift of the amount of A allocated from G
to B.
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Figure 5.7: Pareto efficient frontier and average overall service level for Subcase
4.A in the motivating example. “m.u.” stands for monetary units.

Figure 5.8 shows the allocation amounts of A to the downstream plants for
each point in the Pareto efficient curve for the two plants in the extremes of
the reliability-margin scale. The same overall trend is observed for the other
plants: more A is allocated to less reliable, high-margin plants (B, C, and
D) as risk (e value) increases; conversely, less A is allocated to more reliable,
low-margin plants (E, F, and G) from left to right in the figure.
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Figure 5.8: Allocation scheme for two downstream plants in Subcase 4.A in the
motivating example. Plant B is the less reliable and highest-margin, whereas
plant G is the most reliable and lowest-margin of the downstream plants. The
¢ value denotes the variance of the profit (financial risk). “w.u” and “m.u.”
stand for weight and monetary units, respectively.

5.5.1.3 Subcase 4.B: Average Service Level of Product C

The e-constraint in equation (5.1) takes the following form,

ZSES pssalessc < e

— 12
Total Demand — (5-12)

Risk(zs, PT) =1

where Sales® indicates that only sales for product C are considered, thus
the e-constraint is a calculation of the complement of the average individual
service level (SL) of product C. In this subcase, € is interpreted as the maximum
allowed fraction of unmet demand of product C and is dimensionless. It can be
expressed as a percentage, e.g., ¢ = 1% means that at most 1% of the demand
of product C can be unmet, or equivalently, at least 99% of the demand of C
must be satisfied.

The motivation behind this subcase is two-fold: (1) it uses a non-
conventional form of the e-constraint for the risk (i.e., not an explicit financial
risk measure); (2) the average SL of the high-margin product C in the solution
of Case 3 is 93.85%, and it is desired to evaluate the impacts of enforcing a
higher average SL of this valuable product on the overall profitability of the
production plan.
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Figure 5.9 shows the Pareto efficient curve of the average profit vs. average
individual service level of product C. In addition to the solution of Case 3, the
bi-objective optimization model (LP) was solved four times for different values
of € (5%, 4%, 3%, and 2%). In this motivating example, 99% (i.e., e = 1%) or
higher average SL of product C is not feasible. Note that as the average SL of
C increases, the overall average profit decreases and its spread (represented by
the error bars) increases. Even though more demand of product C is met from
left to right, the overall production plan becomes less profitable on average.
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Figure 5.9: Pareto efficient frontier for Subcase 4.B in the motivating example.
Error bars represent 95% confidence intervals on the average values. “m.u.”
stands for monetary units.

Figure 5.10 helps explain the result in the previous figure. The average
overall SL decreases as the average individual SL of product C is forced to
increase. In other words, by requiring higher SL for product C, there is a
shift of A allocated from other plants to plant C in order to ensure its desired

SL. Consequently, the individual demand satisfaction of the other products
decreases from left to right in the figure.
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Figure 5.10: Effect of increasing average service level of product C on average
overall service level in Subcase 4.B in the motivating example.

5.5.1.4 Computational Statistics

To conclude the analysis of the motivating example, Table 5.5 presents
the computational statistics of the optimization models solved in the four
cases. The time corresponds to the wall time, including loading and solving
the models. The time listed under Subcases 4.A and 4.B corresponds to the
average wall time for all points in the Pareto efficient frontier in each subcase.
Recall that Cases 1 through 3 are LP models, Subcase 4.A contains convex
QCP models, and Subcase 4.B has LP models.

Table 5.5: Computational statistics for optimization models in all cases and
subcases in the motivating example.

Case and Subcase

1. Det 2. Stoch Fix 3. Stoch Var 4.A Bi-Opt 4.B Bi-Opt

Variables | 5,186 101,778 101,874 101,874 101,874
Constraints | 3,602 73,482 73,482 73,483 73,483
Time [3] 2.59 4.38 5.05 5.31 5.12

5.5.1.5 Sim-Opt vs. Bi-Opt

We note that Cases 1 and 2 are the same for both Sim-Opt and Bi-Opt
frameworks, since they correspond to the deterministic problem (no production
variability) and the stochastic problem with fixed production targets (no pro-
posed production plan), respectively. The Sim-Opt framework for Case 3 took
1,000 iterations (imposed limit), 1,160 function evaluations (i.e., calls to the
simulator, which is the two-stage stochastic programming model implemented
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in AIMMS), and 10,745 seconds to achieve an expected profit of 294.43 m.u.,
while the Bi-Opt framework yielded an expected profit of 320.60 m.u. in less
than 5 seconds. In addition, the solution of the Sim-Opt framework exhibited
91.36% expected overall service level, which is lower than that obtained with
the Bi-Opt framework (94.24%).

The number of decision variables in this case is 72, since they correspond
to the monthly production targets of 6 plants for a time horizon of one year.
Moreover, every call to the simulator takes approximately 7 seconds, while
the time spent by the DFO algorithm per iteration is negligible. These two
factors make the Sim-Opt framework more computationally intensive than
the Bi-Opt approach, in spite of having more flexibility for sampling A values
conditional on proposed production targets. Similar observations were made
for the solution of Case 4 with the Sim-Opt approach.

5.5.2 Industrial Case Study

The industrial test case concerns the optimal production planning of chemical
sites. Each site contains several plants that are highly integrated. The plants
can also transfer products between sites. The chemical sites contain more
than 12 production facilities and manufacture several products. The time
horizon of one year is divided into monthly time periods. The objective of
the optimization model is to maximize the total profit. Due to confidentially
reasons, we only discuss the modeling changes from the motivating example
and the computational results.

In Case 2 of the motivating example, the production targets, PT, are
fixed to the corresponding production rates obtained from the solution of the
deterministic model (Case 1). The goal is to evaluate the performance of
the production targets proposed by the deterministic model when production
variability is taken into account. In order to perform a similar study on a highly
integrated system, some modeling modifications may be necessary. If the
general deterministic equivalent form of the two-stage stochastic programming
model (see equation (5.1)) describes a highly integrated system, the equality
constraint that captures the production variability,

PR, = PT — A, VsesS (5.13)

for fized PT, may cause infeasibility. For instance, it may not be feasible to
satisfy material and inventory balances in the network by imposing such a
constraint on production rates with fixed production targets. To circumvent
this potential problem, we propose two modifications to the implementation of
Case 2 for a highly integrated system: (1) unfix the production target decision
variables, PT, and (2) penalize the deviation of the production targets set
by stochastic model from the corresponding values obtained in the solution of
the deterministic model, PT9* (a constant parameter vector). Therefore, the
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general optimization problem for Case 2 is rewritten as follows:

min  Risk(zs, PT)

zs,PT
max fo(PT)+ Y p.fs(xs) — 1 - ||PT — PT"
max f(PT) + S pufi(e) — | I -
st. g(zs) <0 VseS
PRy = PT — A, VseS
where 1) is a penalty factor and || - ||, is an LP-norm. In order to preserve the

linearity of the production planning model used in this work, we employed the
L'-norm, which resulted in the following formulation:

min  Risk(zs, PT)

zs,PT

;n%)j(, fO(PT) + Zpsfs(xs) - w ' (PT+ + PT—)

s sES

st. g(xs) <0 VseS (5.15)
PR, = PT — A, VseS
PT — PTY = prt — PT~
PTT PT~ >0

where PT" and PT~ capture the positive and negative deviations.

The high degree of integration in the network also has to be considered in
the statistical modeling. If two plants are directly connected (e.g., plant A
feeds plant B), then it may not be realistic (and likely lead to infeasibilities)
to consider them independent from the point of view of production rates. In
other words, deviations from plan in an upstream plant may affect production
in a downstream plant, and vice versa.

Different approaches can be used to account for this dependence between
plants for which production variability is taken into account. If only A values
are used to characterize production variability (i.e., the covariate Plan val-
ues are disregarded), then we propose the following approaches (illustrated in
Figure 5.11) for any two connected plants A and B:

e Assume a parametric classical regression model for the A values between
the upstream and downstream plants, and from the generated samples of
one of the plants, calculate the corresponding (expected) sample of the
other plant. For example, if a linear regression model such as APt B —
Bo + By - APlant A g considered, then (1) estimate the regression function
(in this case, the model parameters 3y and (1) by regressing A values of
Plant B on A values of Plant A, then (2) generate samples of A values for
Plant A, and finally (3) calculate the corresponding A values for Plant
B using the linear model.

e Similar to the previous approach, but instead assume a nonparametric
classical regression model for the A values between the upstream and
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downstream plants. In other words, the regression model is generally
written as APt B — g(APlnt Ay where g(-) is the nonparametric re-
gression function (e.g., kernel regression (Li & Racine, 2007)). Follow
the same three-step procedure discussed in the previous approach.

e Estimate the joint distribution of A values for both plants A and B,
i.e., obtain F(APlntA APltB) “and then sample from this estimated
multivariate distribution.

e Perform bootstrap resampling (Efron, 1979), i.e., sample with replace-
ment data points from the original data set. As in the previous approach,
the samples constitute the outcomes (i.e., scenarios) in the stochastic
programming framework.
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Figure 5.11: Illustration of the three proposed approaches to account for de-
pendence of the A values for directly connected plants in the network. The
relationships between the A values of the upstream and downstream plants
are captured by: (a) linear regression (LR), (b) kernel regression (KR), (c)
estimated joint distribution, and (d) bootstrap resampling. “w.u.” stands for
weight units.

When the Plan values are taken into account in modeling production vari-
ability (i.e., the quantile regression approach discussed in Section 5.3), then
the problem essentially becomes modeling the relationship between condi-
tional distributions, AP B[Plan®*m B given APlant A|plapPlant & A general
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approach would be to estimate the joint conditional distribution of all random
variables involved, F'(APlant A APlant B|playPlant A play Plant By "o q then sam-
ple from this estimated multivariate distribution. This general approach may
pose computational and algorithmic challenges. An approximate approach to
generate samples of AP B|PlanPant B giyen APlant A|planPlant & s described

in the following steps:

i. Obtain the estimated distribution of  APlant A|plapPlant 4
Fy (APt A Plan™!ant 4) " and sample from this conditional distribution.
Let the samples be denoted by S4u.

ii. Repeat the previous step replacing “A” with “B”.

iii. Obtain the estimated distribution Fg(Sp|S4), and sample from this

conditional distribution. These final “approximate” samples relate
APlnt BIplapPlant B giyen APlant A|plapPlant A

Table 5.6 presents the computational statistics of the optimization mod-
els solved in the four cases. We report both solution times (CPU times for
the solver) and wall times (includes loading and solving the models), which
become significant as the problem instance increases. Similar to the Motivat-
ing Example, Cases 1-3 and Subcase 4.B are LP models, while Subcase 4.A
contains a convex QCP model.

Table 5.6: Computational statistics for optimization models in all cases and
subcases in the industrial case study. CPU and wall times are shown in sepa-
rate rows.

Case and Subcase

1. Det 2. Stoch Fix 3. Stoch Var 4.A Bi-Opt 4.B Bi-Opt

Variables | 124,116 2,447,057 2,446,913 2,446,914 2,446,913
Constraints | 88,790 1,777,313 1,777,241 1,777,243 1,777,242
CPU [s] 0.45 9.17 10.22 15.61 17.43
Wall [s] 15.26 20.17 23.77 60.20 62.76

The Sim-Opt framework for Case 3 was run for 100 iterations (imposed
limit), 181 function evaluations (i.e., calls to the two-stage stochastic pro-
gramming model implemented in AIMMS), and 10,130 seconds to achieve an
expected profit of 1,293.45 m.u., while the Bi-Opt framework yielded an ex-
pected profit of 1,299.81 m.u. in less than 54 seconds of wall time. Moreover,
the solution of the Sim-Opt framework yielded 97.92% expected overall service
level, which is lower than that obtained with the Bi-Opt framework (98.60%).
Similar to the motivating example, the number of decision variables for the
DFO algorithm is 72 (monthly production targets for 6 plants and time horizon
of one year). Each call to the AIMMS model takes approximately 80 seconds,
which contributes significantly to the overall solution time of the Sim-Opt
framework. Similar observations were made for the solution of Case 4.
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5.6 Conclusions

In this paper, we have addressed uncertainty in the operations planning stage
of the Sales & Operations Planning (S&OP) process of a manufacturing com-
pany. The uncertainty is attributed to production variability, which is caused
by unplanned events that can result in actual production rates lower or higher
than their planned values. In order to model production variability, we de-
fined A as the deviation between historical planned and actual production
rates, and used quantile regression to predict quantiles of the distribution of
A conditional on planned production rates. The predicted quantiles form
samples or scenarios in a two-stage bi-objective stochastic programming pro-
duction planning model, whose first-stage variables are the production plans
or targets that are sought to be implemented in practice. One objective repre-
sents the financial performance of the production plan (e.g., profit), whereas
the other is a risk measure (explicitly financial or not).

The applicability of the proposed approach was illustrated with a motivat-
ing example and an industrial case study. The motivating example consisted
of a small process network with a feedstock plant that serves six plants. The
downstream plants are sorted in reverse order of reliability and margin, i.e.,
the most reliable plant is also the lowest-margin one, and the less reliable plant
is the highest-margin one. The motivation behind this was to show that de-
pending on the maximum desired level of risk, the optimization model decides
to allocate more of the feedstock chemical to more or less reliable plants. In
other words, the optimization model considers not only the individual mar-
gin of the plants, but also their reliability in order to obtain a solution with
maximum expected profit. For the industrial case study, we proposed model-
ing approaches to address the connectivity in the network, which may create
dependence in production variability profiles.
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Chapter 6

Optimal Procurement Contract
Selection with Price
Optimization under Uncertainty
for Process Networks

6.1 Introduction

Manufacturing enterprises deal with uncertainty from both internal and ex-
ternal sources. Internally, production variability due to unplanned events may
prevent the company to achieve its demand-driven production targets. Exter-
nally, fluctuations in supply and demand as well as market economic conditions
pose challenges to efficient operation of the supply chain. One way to reduce
the level of uncertainty on both the supply and the customer sides, and that
is typically used by companies, is by making contractual agreements. In the
context of this chapter, a contract is a binding agreement in which the seller
provides the specified product and the buyer pays for it under specific terms
and conditions.

A different approach to managing uncertainty is pricing analytics, also
known as price optimization. In formulating such a problem, selling prices
become decision variables, and the demand of a product is modeled as a func-
tion of its price. Nonetheless, this still typically does not completely eliminate
uncertainty, since stochastic environmental, economic, and market conditions
remain uncontrollable by the manufacturing company.

In this chapter, we combine the aforementioned uncertainty management
strategies in a two-stage stochastic optimization model for multi-period, multi-
site tactical production planning. Uncertain parameters include raw ma-
terial and finished product price and availability/demand. We propose a
manufacturer-centric approach in which the purchase contract structures are
set by suppliers, and it is the manufacturer’s decision to select which contract,
if any, to sign. In addition, the manufacturer sets the selling price of its main
products that may be used to design sales contracts with its customers. How-
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ever, it is the customer’s decision to select the sales contracts, if any, designed
by the manufacturer. The contract design problem is not addressed in this
chapter, but is discussed as a future work. We demonstrate how different
pricing models, linear and nonlinear, can be used within the proposed opti-
mization framework. Throughout this chapter, we refer to price as unit price
(e.g., $/kg, $/t etc.).

The chapter is organized as follows. Section 6.2 provides a literature review
of contract modeling and selection and price optimization. Section 6.3 defines
the problem under investigation and states the model assumptions. Section 6.4
describes the deterministic production planning model, the contract selection
and price optimization elements of the planning model, and the stochastic
optimization model. Two numerical examples are discussed in Section 6.5
followed by a discussion on reformulations. Finally, conclusions and suggested
extensions of the proposed approach are presented in Section 6.6.

6.2 Literature Review
6.2.1 Contract Modeling and Selection

Tsay, Nahmias, & Agrawal (1999) provide a literature review on contracts
from a modeling perspective. The authors classify the literature on contracts
in the context of Supply Chain Management (SCM) by eight contract clauses:
(a) specification of decision rights, (b) pricing, (¢) minimum purchase commit-
ments, (d) quantity flexibility, (e) buyback or returns policies, (f) allocation
rules, (g) lead time, and (h) quality. Moreover, Hohn (2010) discusses some
model extensions and other contract types based on finance theories, such as
auction and real options.

Even though the modeling of contracts has been addressed by different com-
munities, including operations research and management science, economics,
and finance, the optimal selection of contracts has received relatively less at-
tention in the literature. The contract selection problem can be defined as
follows: given the structure (price and quantity or volume) of the different
contract types, the multi-period optimization model has to select which con-
tracts to use. We present some specific examples of this problem that are
relevant to the Process Systems Engineering (PSE) community.

Park et al. (2006) used disjunctive programming to model three types of
quantity-based contracts that a company may sign with suppliers and cus-
tomers. The production planning and capacity expansion decisions are aug-
mented by the selection of contracts. The disjunctions are reformulated result-
ing in a tight Mixed-Integer Linear Programming (MILP) formulation. Bansal,
Karimi, & Srinivasan (2007) modeled quantity- and price-based contracts
and coupled their selection with a multi-period optimization model for the
minimization of total procurement costs of a multinational company (buyer).
Khalilpour & Karimi (2011) developed a multi-period optimization model to
minimize total procurement cost applied to liquefied natural gas (LNG) value
chain. The model selects LNG contracts that are modeled with price for-
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mulations, flexibility, duration, quality, quantity, commitment, discount, and
other terms and conditions. We note that the aforementioned works have only
considered deterministic formulations.

Some authors, however, have considered uncertainty in the contract se-
lection problem. For instance, Rodriguez & Vecchietti (2009) addressed the
delivery and purchase optimization in a supply chain under provision uncer-
tainty. Quantity-based contracts were modeled with disjunctions and logic
restrictions, and the uncertain amount delivered by the suppliers is modeled
with a decision tree approach that represents supplier failure discrete probabil-
ity distributions. Rodriguez & Vecchietti (2012) proposed a mid-term planning
model with sales contracts. Piece-wise linear price-response models were used
to model demand as a function of selling price. If no sales contract is signed,
then safety stock is considered to deal with demand uncertainty. Feng & Ryan
(2013) developed a two-stage stochastic programming model with fixed re-
course to coordinate contract selection and capacity allocation in a three-tier
manufacturing supply chain in the oriented strand board industry. The un-
certain parameters include price and quantity (availability and demand) of
materials.

6.2.2 Pricing Analytics

Pricing decisions have been discussed in the revenue management literature
and constitute one set of demand-management decisions that can be made by
a firm (Talluri & van Ryzin, 2005). Some examples of pricing decisions include
setting posted prices, individual-offer prices, and reserve prices (in auctions),
pricing across product categories, pricing over time, and discounting over the
product lifetime.

By treating selling price as an additional degree of freedom, a company
can adjust its prices in order to maximize its overall profitability. The typical
modeling approach reported in the literature is the use of a price-response
model d(p), which specifies demand d for the product of a single seller as a
function of the price p offered by that seller (Phillips, 2005; Bodea & Ferguson,
2014). More details on pricing models are given in Subsection 6.4.3.

Several papers address pricing problems whose optimization model only
contains continuous decision variables, and is sometimes unconstrained (e.g.,
maximization of profit). For such problems, analytical expressions for the op-
timal pricing scheme can be derived (Chong & Cheng, 1975; Pasche, 1998;
Lobo & Boyd, 2003; Thiele, 2005). Some counterexamples include the fol-
lowing works. Kaplan et al. (2011) used a constant price elasticity model in
a multi-period, multi-echelon supply chain optimization model. Such pricing
model results in a nonlinear, but concave, objective function, and the authors
proposed a reformulation to account for unbounded derivatives. Lin & Wu
(2014) formulated a two-stage stochastic programming model and used a lin-
ear pricing model. The authors observed that as the variance of the demand
distribution increases, the manufacturer will increase its inventory to levels
that are greater than the anticipated demand to prevent the potential loss of
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sales and will simultaneously raise product prices to obtain a greater profit.
Gjerdrum, Shah, & Papageorgiou (2001) developed a mixed-integer nonlin-
ear programming (MINLP) model to for the optimal calculation of transfer
prices for the supply chain optimization involving multiple enterprises. The
authors used game theoretical Nash-type models to obtain a fair, optimized
profit distribution between members of multienterprise supply chains.

6.3 Problem Statement

The supply chain structure considered in this chapter is shown in Figure 6.1.
The manufacturer owns one or multiple production sites that may be situ-
ated at different geographic locations. The key decisions of the manufacturing
company include: (1) selection of procurement contracts, and (2) set selling
product prices. The manufacturer-centric approach taken in this work means
that the contract structure (prices and quantity thresholds) are specified, and
it is ultimately the manufacturer’s decision to sign or not a particular type
of contract for a raw material. Moreover, the manufacturer can use price- or
demand-response models to set the price of its finished products.

Suppliers Manufacturer Customers

Contract / Site A \ Selling

. Structure Price
S— —

Demand

Purchases

.4;

Figure 6.1: Supply chain structure considered in this work.

The following assumptions are considered:

e The contract structure is given and fixed (see Subsection 6.4.2), i.e., no
negotiation between supplier and manufacturer is allowed;

e Operating, inventory, and inter-site transfer costs are given and deter-
ministic;

e A price- or demand-response model (see Subsection 6.4.3) is given for
pricing decisions.
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6.4 Production Planning Model
6.4.1 Deterministic Model

We begin by describing the deterministic multi-period, multi-site production
planning model is described as follows. It extends the short-term planning
model described in Park et al. (2006) by accounting for multiple sites. The
procurement contract and pricing models are described in Subsection 6.4.2
and Subsection 6.4.3. Lastly, the stochastic programming model is discussed
is Subsection 6.4.4.

Nomenclature
Indices
1 Process of chemical plants
J Chemical
s Site
t Time period
Sets
I Set of process of chemical plants
I; Set of processes that consume chemical j
IS Set of processes that belong to site s
J; Set of chemicals involved in process i
JM; Set of main products of process ¢
JP Set of products
JR Set of raw materials
O; Set of processes that produce chemical j
S Set of sites
T Set of time periods
Parameters
a]L-,&t, a}{&t Lower and upper bounds on availability of raw material j to
site s at time period ¢
jpsoz Spot market price of raw material j to site s at time period ¢
i st Operating cost of process ¢ in site s at time period ¢
Njs.s't Inter-site transfer cost of chemical j from site s to site s’ at

time period ¢
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F. o+, Upper bound on inter-site transfer of chemical j from site s to
site s" at time period ¢

tijs  Mass factor of product j in process ¢ in site s

Qist  Production capacity of process 7 in site s at time period ¢

Vﬁst Upper bound on inventory of chemical j in site s at time period
t

§jisit Inventory cost of chemical j in site s at time period ¢

Variables

F;s s+ Inter-site transfer amount of product j from site s to site s" at

time ¢
Pjoy Purchase amount of raw material j by site s at time period ¢
St Aggregated sales amount of product j for all sites at time ¢

SSjst Sales amount of product j from site s at time ¢

Vist Inventory level of chemical j in site s at time ¢

Wi st Amount of chemical j consumed or produced in process ¢ in
site s at time ¢

The objective function to be maximized is the profit of the overall produc-
tion planning decisions as given in equation (6.1). The first term is the revenue
obtained from sales for all products j and time periods t. The second term is
the overall purchase costs from the spot market and/or contracts. These two
terms will be defined later. The third term accounts for the operating costs of
plant ¢ in each site s. The fourth term is the total inventory cost. The final
term accounts for the inter-site transfer costs.

PROFIT = > > SALES;; — > > COST;: — > > > > 6isiWijss

jeJP teT jeJR teT se€S i€lSs jeJM,; teT
- Z Z Z gj"svt‘/jzsvt - Z Z Z Z nj,s,sl,tFWj,S,S’,t (61)
jE€J s€SteT SES s’/eS jeJ teT
s'#s

A simple input-output relationship is used to model the chemical processes
as shown in equation (6.2). The mass factor y; j , (positive for inputs, negative
for outputs) is defined for the main products j of process i. The process
capacity is enforced in equation (6.3).

VVi,j,s,t = |/uLi’j,s|Wi,j/,s,t Vs & S, 1 € ISS, j S Jz‘, j/ - JMZ, teT (62)
Wit < Qisy VseS ielS,, jeJM;, teT (6.3)
Raw material availability is represented by equation (6.4).

al,, < Pi<al,, VseS jelR teT (6.4)

g5t —

A material balance for each chemical j in every site s at time period ¢ is
given by equation (6.5). The sales amount for each site, S5, ;, is aggregated
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to all sites in equation (6.6).

V}',s,tfl + Z Wi,j,s,t + Pj,s,t = ‘/j,s,t + Z I/V'i,j,s,t + Z Fj,s,s’,t + SSj,s,t

1€0; i€l s'es
s'#s
VseS, jeld teT (6.5)
Sth - Z SSj,S,t
seS
Vield teT (6.6)

Upper bounds on inventory levels and inter-site transfers are represented
by equations (6.7) and (6.8).

Vit < V55, VseS jed teT (6.7)
Fiswis < Fly o Vs, s)eS, s#£s,jeJ teT (6.8)

The purchase cost term in the objective function, COST;;, is defined in
the next subsection.

6.4.2 Procurement Contract Models

We use the same three contract types described in Park et al. (2006): dis-
count after a certain purchased amount, bulk discount, and fixed duration
contracts. These contract types are modeled with disjunctions and reformu-
lated as mixed-integer linear programming (MILP) constraints. In this work,
we employ the same reformulated constraints presented in the original paper
with the only difference being that all variables have an additional index s
for sites (see Appendix D.1). Figure 6.2 illustrates the three contract types
considered in this work.

Discount Bulk Discount Fixed Duration
Price Price Price, Volume
n N 3

0 1 period
1
| 2 periods
1
1 3 periods

1 1

1 > 1 . Py

o Volume g Volume Time

Figure 6.2: Schematic of contract types. Discount: pay higher price for
quantity up to threshold value o, and pay discounted price for any amount
beyond ¢. Bulk Discount: if purchased amount exceeds threshold value o,
then pay discounted price; otherwise, pay higher price. Fixed Duration: pay
discounted price according to contract term duration.

Let ¢ € C denote a contract type. The total purchased amount and total
procurement cost have two components, market (spot) and contract with sup-
plier. The former is subject to uncertainty as will be discussed later. Equations
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(6.9) and (6.10) are used to calculate these two quantities, respectively.

Pjo =P+ Py, VseS, jelR teT (6.9)
ceC
COST;; =Y |afi PRy + > COSTS, | VjelR, teT (6.10)
ses ceC

where COSTY  ; is the procurement cost of contract type c¢ for raw material j
in site s at time period t. Expressions for COSTj; for each contract type c

are given in Park et al. (2006) and can be found in Appendix D.1.
6.4.3 Price Optimization Models

As mentioned in the literature review (Subsection 6.2.2), the main goal in
price optimization is for a company to set and adjust its prices to maximize
profitability. Pricing decisions rely on price-response models (PRMs) usually
denoted by d(p), where p is the price of a product and d is the expected demand
for that product and its given price. As commonly treated in the literature,
we use demand and sales interchangeably as we assume that the manufacturer
has enough capacity to meet its customer demand. Three PRMs typically
encountered in the literature are given in Table 6.1.

Table 6.1: Typical price-response models (PRMs).

Model Equation

Linear d(p) = Bo — Bip
Constant-Elasticity d(p) = Bop~Ed

(e~ (BatB5p)

Logit d(p) 1 4 e (BatBsp)

The different s are estimated parameters (e.g., from a regression analysis),
and Fjy is the price elasticity of demand, which is a measure used in economics
to show the responsiveness, or elasticity, of the quantity demanded of a good
or service to a change in its price.

We note that for typical production planning models, the sales flow deci-
sion variable appears in both constraints and objective function. Therefore,
the choice of a nonlinear PRM results in nonlinear terms in both constraints
(e.g., equation (6.5)) and objective function (in the form of selling price X
sales). In order to restrict nonlinear terms to the objective function, it may be
advantageous to use demand-response models (DRMs), i.e., p(d). The PRMs
described in Table 6.1 can be inverted to DRMs as shown in Table 6.2.
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Table 6.2: Typical demand-response models (DRMs).

Model Equation
Linear p(d) = 5, — pid
Constant-Elasticity p(d) = Byd=1/Fa
| A (B—d
Logit p(d) = 3 [ln ( y ) — 54]

The following relationships hold: 5 = %, By = 5%, and g = 21/ Ba,
Therefore, the sales term (selling price x sales flow, i.e., p(d) X d) in the

objective function in equation (6.1) for each DRM is given as follows:

SALES;; = ;S;: — 5155, VjelJP, teT  (6.11)

SALES;, = 8,5, /™ VjelIP, teT  (6.12)

J,t

1 N
SALESJt = — |In M — 54 Sjt VJ € JP, te T (613)
T Bs St ’

We note that the linear DRM yields a concave quadratic term in the objective
function, the constant-elasticity DRM results in a nonlinear, but concave term
for E; > 1 (elastic products) and nonlinear, nonconvex term for 0 < E; < 1
(inelastic products), and the logit DRM yields, in principle, a general nonlin-
ear, nonconvex term. We show in Appendix D.2 that the logit DRM results
in a concave term for specific conditions on its parameters.

Remark. Even though the PRMs (DRMs) listed in Table 6.1 (Table 6.2)
are typically used in the literature, we argue that general, and likely more
complex regression models can be employed to model the relationship between
selling price, demand, and possibly additional predictors. For instance, a more
general, multiple linear PRM is given in equation (6.14),

d(X) =B+ B X (6.14)
i=1
where the s are parameters to be estimated, and X;, ¢ = 1, ... m, are pre-

dictors (or regressors). Examples of predictors in addition to the selling price
p may include raw material prices, economic indicators (e.g., gross domestic
product), crude oil and other product prices as well as their time-lagged val-
ues. Note that the multiple linear PRM can also be inverted to a multiple
linear DRM generally denoted by p(X).

Nonlinear PRMs or DRMs may capture more accurately the relationship
between predictors and the response variable at the expense of yielding a
(mixed-integer) nonlinear production planning model. General parametric,
semi-parametric, or nonparametric nonlinear models can be employed. An
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alternative to pre-specifying regression models is Symbolic Regression (also
known as Genetic Programming) (Koza, 1992), which is a technique to gen-
erate general regression models from data via evolutionary programming con-
cepts.

6.4.4 Stochastic Programming Model

The previous two subsections presented ways to anticipate the uncertainty in
the production planning decision-making process. However, the uncertainty in
the market remains regardless if the manufacturer signs contracts with suppli-
ers (and/or customers). Moreover, the predictive accuracy of demand-response
models (DRMs) is not guaranteed to be perfect. In this subsection, we extend
the deterministic optimization model presented in Subsection 6.4.1 by includ-
ing sources of uncertainty in both supply and demand sides.

We propose a scenario-based two-stage stochastic programming framework
(Birge & Louveaux, 2011) to explicitly account for uncertainty in spot market
prices of raw materials and the predictability of DRMs. More specifically,
we describe a multi-period, two-stage stochastic programming model whose
first-stage decisions are the selection of contracts (discrete decisions) and the
selling prices (which determine sales flows), and second-stage decisions include
the remaining flows and inventory levels in the network.

Let k € K represent the index and discrete set of scenarios used to approx-
imate the possible realizations of the uncertain parameters. From equations
(6.9) and (6.10), the total purchase amount and cost may have two contribu-
tions: spot market and signed contracts. Contractual agreements are consid-
ered deterministic and fixed, and must be honored if selected. The volatility
in the market is then represented by raw material prices and, possibly, avail-
ability. Therefore, the corresponding scenario-based constraints are given by

Pigie=P2Y + > Pf,, VseS, jelR, teT, ke K
ceC

(6.15)

COSTjup = > | PP+ COST VjeJR, teT, ke K

j787t7k j387t7 ]7S7t
ses ceC

(6.16)

Spot market prices of raw material are typically predicted using time series
models. The literature on time series analysis is extensive and includes linear,
nonlinear, parametric, semi-parametric, and nonparametric models (Brockwell
& Davis, 2002; Fan & Yao, 2002b; Box, Jenkins, & Reinsel, 2008). Figure 6.3
illustrates the simulation of time series models that can be used to generate
scenarios.
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Raw Material Spot Price

Scenarios

Past Present Future

Figure 6.3: Time series model simulation for scenario generation.

For the demand side, the uncertainty in demand or selling price can be
quantified by the distribution of residuals of the regression models as illus-
trated in Figure 6.4. By construction, the residuals must be independent and
identically distributed (i.i.d.), have zero mean and constant variance, and be
uncorrelated with each other. Additional assumptions are typically used, e.g.,
the residuals follow a normal distribution with zero mean and known variance

a2,

pd)= f(d) + e
N~ ~—
Deterministic  Stochastic
Residuals, €
d 0

Figure 6.4: Deterministic and stochastic components of a regression-based
demand-response model (DRM). The region delimited by the dashed lines on
the left plot represents possible realizations of price values according to the
probabilistic nature of the residuals, e. The distribution of the residuals can
be sampled to generate scenarios.

A scenario-based version of a general DRM can be written for a particular
realization of the residuals (scenario k) as follows:

p(d) = f(d) + &

Therefore, the scenario-based version of the sales term in the objective function
(equation (6.1)) of each DRM listed in Table 6.2 is given as follows:

e Linear:

SALESj7t,k - (56 - 6{SJ,t + ek)Sj,t - ﬁ(l)SN - ﬁiS]%t + Sj’tﬁk (617)
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e Constant-Elasticity:
—1 .
SALES; ;.\ = (ﬁésj,t/Ej + €,)Sj = 52

1 1/E

+ S, eh (6.18)

SALES;r = 1 In M — Ba| + €St
Bs St

= 515 [l <ﬁ3SJt ) 54] Gt S i€k (6.19)

As mentioned in the remark at the end of the previous subsection, when using
a general (and possibly nonlinear) DRM denoted by p(X), where X is a vector
of predictors including S;; and potentially others, the sales term can be written
similarly as for the three special cases considered in this chapter. That is, a
sample of the residual distribution, ¢, is added to the deterministic part of
the model p(X) and the result is multiplied by S;;.

Both deterministic and stochastic models are mixed-integer programming
(MIP) problems. For linear DRMs, they are concave MIQP models, and for
constant-elasticity and logit DRMs, they are concave and separable MINLP
models depending on the values of the parameters in the DRMs. The complete
deterministic equivalent model for the stochastic formulation is given by the
following general MINLP model:

e [ogit:

max E [PROFIT] = Y 7, | > Y SALES;,;,, — »_ > COSTj

keK jeJP teT jeJRteT
- Z Z Z Z 5i,s,tvvi,j,s,t,k - Z Z Z gj,s,tv},s,t,k
s€S i€lSs j€IM; teT jeJ seSteT

- Z Z Z Z nj,s,s’,tFj,s,s’,t,k’ (620)

s€Ss'eSjedtel
s'#s
subject to

Wiisik = |pijsWijsaw Vse€S, i€lS;, jeJ, jeIM;, teT, ke K
(6.21)

Wiistk < Qist VseS, ielS,, jeJM;, teT, ke K (6.22)

afy, < Piur<ajy, VseS jelR teT kekK (6.23)
ij,s,t—Lk + Z Wi,j,s,t,k + Pj,s,t,kz = ‘/j,s,t,k + Z I/I/vi,j,s,t,k + Z Fj,s,s’,t,kz + SSj,s,t
1€0; i€l s'esS
s'#s
VseS, jed teT ke K (6.24)

(6.25)
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Pjsix =P+ > Pr, VseS, jelJR, teT ke K (6.26)

]787t7
ceC

COSTj e =Y |0 PES, + > COSTS VjielR, teT, keK

7,8,t, 7,8,t
seS ceC
(6.27)
Sjt =D SSjsu Vied teT (6.28)
SES
Vistk < Vi VseS jed teTl ke K (6.29)

U
F},s,s’,t,k S F;

’
J»8,8"5L

Vs, s)esS s#£s,jed teT, ke K  (6.30)

Contract selection constraints: Equations (D.1) to (D.18) (Appendix D.1)

VVi,j,s,t,ka ij,s,t,k, Fj,s,s’,t,ka Pj,s,t,lm Sj,ta SSj,s,t Z 0
Cc —
yj,s,t - {07 1}

where 7y, is the probability of scenario k, SALES;; ,m which involves nonlinear
terms, is given by equation (6.17), (6.18), or (6.19), and y§,, represent the
binary variables for the selection of contracts (Appendix D.1). For illustration
purposes, we will assume in the numerical examples that all scenarios have
the same probability. Data-based scenario tree generation techniques can be
used to calculate not only the probabilities of scenarios, but also the values of
the outcomes in order to match statistical properties of historical and forecast

data (Calfa et al., 2014).

6.5 Numerical Examples

To illustrate our proposed approach, we consider the two following examples.
The first example involves a single site with three chemical plants, one raw
material, one intermediate product, and two finished products. The same
demand-response model (DRM) is used for both finished products. The second
example considers a larger process network with 38 processes and 28 chemicals.
In Subsection 6.5.3, we present a reformulation of the mixed-integer nonlinear
programming (MINLP) models that decreases the solution times.

All optimization models were implemented in AIMMS 4.3 (Roelofs & Biss-
chop, 2015) and solved on a desktop computer with the following specifications:
Dell Optiplex 990 with 4 Intel® Core™ i7-2600 CPUs at 3.40 GHz (total 8
threads), 8 GB of RAM, and running Windows 7 Enterprise. The mixed-
integer quadratic (MIQP) solver used was GUROBI 6.0. The mixed-integer
nonlinear programming (MINLP) models were solved using the convex AOA
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algorithm implemented in AIMMS. AOA stands for AIMMS Outer Approxi-
mation, which implements an outer approximation algorithm that alternates
between the solution of a master problem (MILP) and a subproblem (NLP)
(Duran & Grossmann, 1986). The MILP and NLP solvers used were GUROBI
6.0 and CONOPT 3.14V, respectively. The convex AOA algorithm is based on
the work by Quesada & Grossmann (1992) and is described in Hunting (2012).
The lower bound for the total sales variables, S;;, was set to 0.1. Time series
analysis was performed in the R programming language (R Core Team, 2015)
with the forecast package (Hyndman et al., 2014). We conclude this section
by proposing a reformulation of the MINLP models that considerably reduces
the solution times.

6.5.1 Example 1: Small Process Network

The process network for Example 1 is shown in Figure 6.5. It consists of
raw material A, an intermediate product B, finished products C and D (only
product D can be stored), and processes (plants) P1, P2, and P3. A time
horizon consisting of 6 time periods (months) is considered. All data for this
example can be found in Appendix D.3.

(€ — sales
suppiy —(1) ®

(D — Sales

Storage

Figure 6.5: Process network for Example 1.

The stochastic programming model has ten scenarios and was solved using
its deterministic equivalent formulation. The values of the spot market prices,
aj-f;?;k, for raw material A were generated from a simulation of a seasonal
autoregressive integrated moving average (ARIMA) time series model, which
is shown in Figure 6.6. Only three scenarios (red dotted lines in the shaded

region) are displayed in order to illustrate the simulation results.
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Figure 6.6: Simulated scenarios (red dotted lines in the shaded region) for the
spot market prices of raw material A. Mean forecast is represented by blue
solid line in the shaded region.

Three demand-response models (DRMs) were considered: linear, constant-
elasticity, and logit. The parameters for each DRM are shown in Table 6.3,
and the three DRMs are illustrated in Figure 6.7. The stochastic part of the
DRMs for products C and D is assumed to be normally distributed, N(0,1)
and N(0, 2), respectively.

Table 6.3: Parameter values for the DRMs in Example 1.

Product
C D
By =4.008%/t By =4.333%/t
8 =007$/t2 B =006/t
Constant- 8, = 10.00$/t%° 3} = 21.00$/t%°

DRM

Linear

Elasticity Ec=2 Ep=15
B3 =40.00t B3 =50.00t
Logit B4 = —2.00 B4 = —3.00

Bs =0.70t/$ Bs =1.00t/$

160



Demand-Response Models for Product C Demand-Response Models for Product D
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Figure 6.7: Ilustration of DRMs for products C (a) and D (b).

A total of six different optimization problems were solved: (i) determinis-
tic with linear DRM, (ii) stochastic with linear DRM, (iii) deterministic with
constant-elasticity DRM, (iv) stochastic with constant-elasticity, (v) determin-
istic with logit DRM, and (vi) stochastic with logit DRM. Problems (i) and
(ii) are concave MIQPs, whereas problems (iii) — (vi) are concave MINLPs
(maximization). Table 6.4 shows the computational results for all problems.
All deterministic (stochastic) problems contain 60 (60) binary variables, 184
(725) continuous variables, and 264 (750) constraints.

Table 6.4: Computational results for Example 1. C-E stands for Constant-
Elasticity.

Deterministic Stochastic
Linear C-E  Logit Linear C-E  Logit
MIQP/MILP Nodes 658 528 3,801 140 1,181 3,868
NLP Solves - 34 114 55 224
Wall Time [s] 027 056 1.33 048 1.33  7.29

We restrict our analysis to the results of problems (i) and (ii) (i.e., with
linear DRMs). In other words, we assess the impact of considering uncer-
tainty in both raw material prices and the relationship between selling price
and demand captured by linear DRMs. The profit of the deterministic prob-
lem is $94.03, and the expected profit of the stochastic problem is $259.69.
The difference in profit values between the solutions is mainly attributed to
the predominantly lower selling prices suggested by the stochastic model in
comparison to the deterministic solution. Consequently, the lower prices ob-
tained in the stochastic solution are correlated with more sales as shown in
Figure 6.8, and higher overall profit.
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Linear Pricing Model: Product C Linear Pricing Model: Product D
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Figure 6.8: Selling price and sales for products C (a) and D (b) in Example
1. “Det” and “Stoch” stand for deterministic and stochastic model solutions,
respectively.

The amount of sales quantified by the DRM translates into the required
purchase amounts. Figure 6.9 shows these purchases that include both con-
tracts and spot market (average). According to the solution to the determinis-
tic model, the manufacturer not only purchases raw material A from contracts
with the supplier, but also from the spot market at certain time periods. The
total average purchase amounts from the spot market represent 29% of total
raw material purchases. However, the total purchase amount in the determin-
istic solution (155t) is lower than what is required by the stochastic model
(270t). From the stochastic solution, the manufacturer does not use the spot
market as a source of raw material. The reasons are two-fold: unfavorable
market price variability and the need to increase the purchase amounts due to
the increase in sales. Thus, the manufacturer opts for signing more contracts
as a more cost-effective and less uncertain strategy. We note that similar
trends occur in the other problems with the other two DRMs.
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Figure 6.9: Purchase amounts from contracts and spot market (average) for
the deterministic and stochastic problems in Example 1.

Even though the expected profit of the stochastic model is higher than the
profit of the deterministic model, it is not appropriate to directly compare the
objective function values of stochastic and deterministic solutions, since the
latter only typically accounts for the average values of the uncertain parame-
ters, and not the different possible outcomes considered by the former. A more
meaningful comparison is performed through the calculation of the Value of
the Stochastic Solution (VSS) as described in Birge & Louveaux (2011). The
VSS is a metric to evaluate the performance of a deterministic solution in
a stochastic environment. This is accomplished by solving the determinis-
tic model with average values for the uncertain parameters, and then fixing
the first-stage variables in the stochastic programming model to the values of
the corresponding variables in the solution of the deterministic model. For a
maximization problem, the VSS is calculated as follows:

VSS = RP — EV (6.31)

where RP is the objective function value of the recourse problem (original
stochastic model) and E'V is the expected value solution (stochastic model with
fixed first-stage decisions from deterministic model with average values for the
uncertain parameters). In this motivating example, we have that V.SS =
$259.69 — $190.47 = $69.22, which represents the additional expected profit
from implementing the stochastic solution over the deterministic one, both
with purchase contracts and pricing models. The VSS is approximately 27%
of the solution obtained with the proposed method.

The calculation of the VSS can be modified to compare the solution of
the proposed method with a deterministic base case model, which is typically
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used as a first approach in practical applications. The deterministic base case
does not account for contract selection, and the demand and selling prices
are fixed parameters. We call this modified metric a restricted VSS or RVSS.
The formula is the same as in equation (6.31) with the difference being the
meaning of the term EV, which now corresponds to the objective function
value of the stochastic model with first-stage variables fixed to the solution of
the deterministic base case. In this example, RV SS = $259.69 — $134.10 =
$125.59, i.e., the proposed method results in approximately 48% additional
expected profits relative to the deterministic base case with no contracts and
fixed demand and selling prices.

6.5.2 Example 2: Large Process Network

Example 2 is based on the process network shown in Figure 6.10 and discussed
in Iyer & Grossmann (1998) (see the third example). The process network
can be considered an integrated petrochemical site in which chemicals are
produced in separate, dedicated production plants that are situated at the
same geographic location due to economies of scale related to utility operations
and supply chain cost advantages (Wassick, 2009). We do not include explicit
data for this problem because of its size; however, this information is available
from the authors upon request.

The process network has 38 processes (plants) and 28 chemicals, in which
17 are products and 11 are raw materials and intermediates. The time horizon
is divided into 4 time periods that represent quarters in a year. Purchasing
contracts are considered for all raw materials, and the three DRMs considered
in this chapter are used for all finished products. Similarly as in Example
1, 10 scenarios are considered. Each scenario contains spot market prices
and samples of residuals of the DRMs. The spot market prices for the raw
materials in each scenario were generated via simulation of ARIMA models,
and for illustration purposes, the regression residuals of the DRMs are assumed
to be normally distributed with given means and standard deviations.

Similarly as in Example 1, six different optimization problems were solved.
They are the same models solved in Example 1, but with different data. Ta-
ble 6.5 shows the computational results for all problems. All deterministic
(stochastic) problems contain 400 (400) binary variables, 1,349 (6,777) contin-
uous variables, and 2,383 (6,055) constraints. Note that, as the problem size
increases relative to the previous example, the convex outer-approximation al-
gorithm requires significantly more time, nodes in the solution of master MILP
problems, and calls to the NLP subproblem. This is an indication that as the
model size increases decomposition strategies should be required to reduce the
computing time.
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Figure 6.10: Process network in Example 2 (Iyer & Grossmann, 1998).

Table 6.5: Computational results for Example 2. C-E stands for Constant-
Elasticity.

Deterministic Stochastic
Linear  C-F Logit Linear  C-E  Logit
MIQP/MILP Nodes 129 31,611 1,177,918 72 350 62,840
NLP Solves - 220 1,571 - 31 366
Wall Time [s] 1.36 57.25 15,341 212 233.86 2,708

We restrict the analysis of the results to the deterministic and stochas-
tic models with linear DRMs. The profit of the deterministic solution is
$33,783.48, and the expected profit of the stochastic solution is $37,722.05.
A key difference between the deterministic and stochastic solutions is the dif-
ferent types of contracts and the respective contracted amounts for certain
products at each time period. The total sales influence the production rates,
which in turn are connected to the total amount of purchases. Finally, the
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combined effect of these decisions and inventory considerations impact the
overall profitability of the production plan under uncertain market conditions.

Proceeding as in the previous example, the calculated Value of the Stochas-
tic Solution is V.S.S = $37,722.05 — $34,076.98 = $3,645.07, which represents
10% of the solution obtained with the proposed method. However, when com-
pared to the deterministic base case (i.e., no contracts and fixed demand and
selling prices), the restricted VSS is RV SS = $37,722.05 — $19,677.10 =
$18,044.95, which amounts to 48% of the solution obtained with the proposed
method. A summary of results for the two solutions with respect to total
average purchase amounts, total average inventory levels, and individual sce-
nario profit is shown in Figure 6.11. Note that the solution obtained with
the proposed method (represented by the label RP) displays lower total av-
erage amounts for purchased raw materials and inventory than the expected
value solution in all time periods. In fact, a slack variable had to be added to
the right-hand side of the material and inventory balance constraint (equation
(6.24)) and penalized in the objective function (equation (6.20)) in order to
obtain a feasible solution. This indicates that the solution from the deter-
ministic base case fails to balance inventory, production rates, and sales when
subject to uncertainty in both supply and demand for certain chemicals. Note
also that the profit of each scenario in the RP solution is always higher than
in the EV solution.
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Total Average Total Average
Purchase Amounts [t] Inventory Levels [t]
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Figure 6.11: Summary of results in Example 2 (linear DRMs). RP and EV
stand for recourse problem (proposed method) and expected value problem
(stochastic model with first-stage decisions fixed to the solution of the deter-
ministic base case).

The differences between the two solutions may be attributed to the total
sales and selling prices. Figure 6.12 shows the optimal values for sales and
selling prices for two products, 13 and 23 (acetone and ethylene dichloride,
respectively, in the problem discussed in the original paper). Recall that the
solution to the EV problem has fixed demand and selling prices. Note that,
in RP solution, the sales of product 13 are always larger than in the EV
solution, whereas the opposite is true for product 23. In the model used
in this chapter, the non-negative sales variables have no upper bounds, but
different bounds can be used depending on the application. In addition, simple
contract information with suppliers that imposes ranges of the demand can
also be used. The design of customer contracts; however, is a more challenging
problem, and some suggestions of extensions to the proposed method are given
in the conclusion section. Notice that the results shown in the top subfigures
of Figure 6.11 are total expected amounts, whereas Figure 6.12 shows results
for two out of the twenty-eight chemicals.
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Figure 6.12: Selling price and sales for products 13 (a) and 23 (b) in Example
2 (linear DRMs). RP and EV stand for recourse problem and expected value
problem solutions, respectively.

6.5.3 Reformulation of MINLP Models

When using constant-elasticity or logit DRMs, the objective function contains
nonlinear terms, which are concave (maximization) under certain conditions.
We propose transferring the nonlinear terms in the objective function to the
set of constraints by introducing non-negative auxiliary variables, SALES}}™.
Specifically, for the two nonlinear DRMs considered in this work, the sales
term of the objective function of the deterministic model in equation (6.1),
SALES; 4, is simply rewritten as SALES}*, and equivalently in equation (6.20)
of the stochastic model, the sales term SALES;;; becomes SALES}}™ + Sj s€p,.
The additional set of constraints is given as follows:

e Constant-Elasticity:

1-1/E;

SALESSY < B35S, Vjed teT (6.32)
e [ogit:
1 —S;
SALESYY < — |In (53”) - 64] Sit Vied teT (6.33)
’ Bs St

The advantage of the reformulated model is that more cuts or inequalities (lin-
earizations) are generated and added to the master MILP problem in an outer-
approximation algorithm, since |J| x |T| cuts are generated (corresponding to
the nonlinear constraints) as opposed to a single cut per NLP solve generated
by restricting the nonlinear terms to the objective function. One potential
disadvantage is the need to solve larger MILP models. However, the increased
number of cuts generated in the reformulated model may provide tighter and
more accurate outer-approximation of the feasible region, thus decreasing the
solution time.
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In Table 6.6, the computational results of the proposed reformulation are
compared with the results of the original models (nonlinear terms in the ob-
jective function only) shown in Tables 6.4 and 6.5. Considerable speed-ups,
and decrease in the number of MILP nodes and NLP solves were observed
with the reformulated model. Even though the proposed reformulation signifi-
cantly reduced solution times, decomposition approaches may be necessary as
the problem instance increases in size and more general nonlinear DRMs are
used.

6.6 Conclusions

In this chapter, we have formulated a multi-period, multi-site stochastic pro-
gramming production planning model that combines optimal procurement
contract selection with selling price optimization under supply and demand
uncertainty. The proposed approach is manufacturer-centric in the sense that
it is the manufacturer’s decision to sign or not contracts with suppliers in order
to hedge against spot market supply uncertainty, and the manufacturer can
set selling prices for its customers. The possible selection of sales contracts is
considered to be the customer’s decision, and was not addressed in this work.
With regards to price optimization, the formulation of three price-response
models that are typically encountered in the literature was discussed, even
though we argued that general regression models can be used. The demand
uncertainty is represented by samples from the distribution of regression resid-
uals. We showed that it may be more advantageous to use demand-response
models (DRMs), i.e., price as a function of demand, and we provided condi-
tions on the parameters of the logit model that yield a concave revenue term
in the objective function.

The proposed approach was illustrated with two numerical examples. In
the first example (small process network), the stochastic model set the sell-
ing prices predominantly lower than the deterministic model, and had larger
sales, and thereby an overall higher expected profit. The larger volume of
sales in the stochastic solution relative to the deterministic solution translated
into larger purchase amounts in the former, all of which was obtained through
contracts (i.e., no purchases from the uncertain spot market). The compu-
tational results showed that the optimization models with logit DRMs were
more computationally intensive than the models with linear and constant-
elasticity DRMs due to the increase in complexity of the MINLP. Similar
conclusions were drawn from the second example (large process network), in
which the economic advantage of the stochastic solution over the deterministic
one was measured by calculating the Value of the Stochastic Solution. The
solution time increased considerably in the second example when using the
original models. However, transferring the nonlinear terms from the objective
function to the set of constraints demonstrated to significantly reduce solu-
tion times. Moreover, in both examples, the Value of the Stochastic Solution
(VSS) showed a modest improvement of the proposed stochastic method over
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its deterministic solution; however, by comparing the proposed method with a
deterministic base case (no contracts and fixed demand and selling price), the
calculated restricted VSS showed that the proposed method exhibited signifi-
cant improvement with regards to expected profitability when uncertainty in
both supply and demand is considered.

Possible extensions of the proposed approach include: (1) design of sales
contracts with customers, where the decision to sign or not these contracts
are made by each customer in a bilevel programming framework (Shimizu,
Ishizuka, & Bard, 1997; Bard, 1998); (2) approximate decomposition ap-
proaches when dealing with nonlinear DRMs, for example, via piece-wise linear
functions (Taha, 2010).
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Chapter 7

Conclusions

This thesis has proposed data-driven methods to handle uncertainty in prob-
lems related to Enterprise-wide Optimization (EWO). It also addresses, in
Chapter 2, the integration of deterministic planning and scheduling decisions
across multiple spatial and temporal scales of a network of batch plants, which
is motivated by a real-world industrial problem. Chapter 3 deals with scenario
generation via statistical property matching in the context of stochastic pro-
gramming. A distribution matching problem is proposed that addresses the
under-specification shortcoming of the originally proposed moment matching
method. Chapter 4 deals with data-driven individual and joint chance con-
straints with right-hand side uncertainty. Kernel smoothing is used to estimate
the true and unknown distributions. Chapter 5 proposes the use of quantile
regression to model production variability in the context of Sales & Operations
Planning. Chapter 6 addresses the combined optimal procurement contract
selection and pricing problems. Different price-response models, linear and
nonlinear, are considered.

7.1 Hybrid Bilevel-Lagrangean Decomposi-
tion Scheme for the Integration of Plan-
ning and Scheduling of a Network of Batch
Plants

In Chapter 2, we developed a framework for the integration of planning and
scheduling in the operation of a network of multiproduct batch plants. Each
plant contains single-stage processing units in parallel and the products are
classified into groups or families. The parameters of the deterministic opti-
mization models comprise batch sizes and fixed processing times, sequence-
dependent changeover times and costs, transportation and inventory costs,
and demand forecasts over a time horizon consisting of several time periods.
The main goals include determining production amounts in each plant, as well
as the allocation and sequencing of batches in each reactor.

The planning model not only incorporates production and capacity con-
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straints, but also estimates the sequencing of groups of products through Trav-
eling Salesman Problem (TSP) constraints. The unit-specific general prece-
dence (USGP) scheduling formulation employs continuous time representation.
Both models are mixed-integer linear programs (MILPs).

We proposed two important enhancements to the USGP formulation that
make it more flexible and realistic, but at the expense of additional constraints
and discrete variables. The first extension is treating the number of batches
as a decision variable. In batch scheduling terminology, the calculation of the
number of batches required to fulfill the orders is called the batching prob-
lem. Typical scheduling formulations separate the batching problem from the
scheduling/sequencing problem, which may result in suboptimal solutions or
even infeasible in reality. Simultaneously solving the batching and scheduling
problems gives rise to a product of integer and binary variables, which was lin-
earized using disjunctive programming techniques as shown in equations (2.59)
— (2.63). The second enhancement to the original USGP formulation is the
modeling of sequence-dependent changeovers across time periods (see Subsec-
tion 2.3.5). In order to allow changeovers between batches of two products to
occur across the boundary separating two time periods, binary variables were
added to detect the first and last products produced in consecutive periods.

The integration of planning and scheduling was performed via two decom-
position methods: Bilevel and Lagrangean. For small to medium problems
(with up to 95,000 continuous variables, 128,000 discrete variables, and 437,000
constraints), it was observed that Bilevel Decomposition (BD) represents an
attractive and rigorous decomposition strategy that allowed the integration
of planning and scheduling of Examples 1 and 2 within 5 seconds. How-
ever, when attempting to solve Example 3, a real-world problem (with nearly
10,000,000 variables, two thirds are discrete, and 23,000,000 constraints), the
planning level became computationally expensive largely due to the presence
of the TSP constraints. We employed Lagrangean Decomposition (LD) at the
planning level by decomposing it in subproblems for each time period. The
Lagrange multipliers were updated via the Subgradient Method (SM). This
problem was solved in around 4,000 seconds (wall time).

The SM is a nonsmooth optimization approach that is computationally
inexpensive (the multipliers are updated via a single formula). From an im-
plementation point of view, this method presents two major issues: (1) the
step size in the updating formula may significantly affect the convergence rate
or even the success of the method (as has been our experience), and (2) an
upper bounding problem (if minimizing) must be derived. The first point
is usually dealt with by trial-and-error, and the second point is typically a
“heuristic” approach (e.g., solving the original problem in a reduced space by
fixing certain variables).

However, one positive characteristic of LD is that its subproblems are in-
dependent of each other and can be solved in parallel. We effectively explored
that in Example 3 by using the grid computing features of the modeling plat-
form (GAMS). The 12 subproblems (one per time period) were solved in par-
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allel on a server with twelve cores.

7.2 Data-Driven Multi-Stage Scenario Tree
Generation via Statistical Property and
Distribution Matching

In Chapter 3, we proposed important enhancements to the previously reported
moment matching method for scenario generation. We called it the distribu-
tion matching method, which is an optimization-based model that can be
used to calculate the probabilities and values of outcomes in a scenario tree,
whether two- or multi-stage. In addition to matching statistical properties,
such as (co-)moments, it also matches marginal (empirical) cumulative distri-
bution function ((E)CDF) information.

The main novelty of the work is two-fold: (1) quantitative recognition of
the conditions for well-posedness of the Moment Matching Problem (MMP)
(see equation (3.7)), and (2) addition of easy-to-compute target information
to be matched in the proposed Distribution Matching Problem (DMP). With
regards to the first point, we demonstrated that for one uncertain parameter
and four moments (targets), we have that the number of scenarios has to be
at most equal to 2.5 to yield a well-posed MMP vs. 5 for the DMP (equation
(3.15)). The additional information matched by the DMP model mitigates the
under-specification present in the MMP formulations and, consequently, allows
the modeler to specify more outcomes without leading to under-specified or
ill-posed problems. For the second point, the additional targets come from
points of the marginal distribution of each uncertain parameter. The pro-
posed framework is general in that it allows for either assumed models for the
marginal distributions (e.g., normal), or completely data-driven as long as they
are smooth estimators (e.g., generalized logistic function or kernel smoothing).
We note that by increasing the order of moments matched (e.g, higher than
fourth-order) in the MMP could potentially and numerically reduce the under-
specification issue; however, this would be at the cost of increasing the nonlin-
earity and nonconvexity of the NLP model, and the need for a vast amount of
data to be available in order to obtain meaningful estimates of the high-order
moiments.

However, the disadvantage of matching marginal distributions is that any
dependency structure among the uncertain parameters is not captured. In
order to overcome to some extent that limitation, the covariance between
two uncertain parameters is matched. Covariance is a measure of the linear
dependence of two random variables. A more general framework to model
dependence between distributions is through copulas as discussed in Kaut
(2013), but it comes at additional costs, such as obtaining target copulas from
data (empirical vs. parametric given the availability of data) and MIP-based
heuristic to generate scenarios.

In Section 3.4, we described two approaches for the generation of multi-
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stage scenario tree generation: NLP Approach and LP Approach, the latter
being more restrictive since the outcomes are fixed. Both show a powerful syn-
ergy between the optimization-based DMP and time series forecasting/simu-
lation. The former approach is more challenging to be implemented than the
latter, but on the other hand it offers more flexibility since both node values
and branch probabilities are decision variables. The difficulty in implementing
the NLP Approach is due to the alternating sequence of steps between fore-
casting and solving the DMP for each non-leaf node of the tree. In Example
2 (Subsection 3.4.3), this approach was carried out without automating the
alternating steps. Complete automation of NLP Approach may be facilitated
if the software used performs both functions, such as Enterprise Guide and
Forecast Studio/Server components in the SAS®) suite (SAS Institute, 2015).
An alternative, but not necessarily easy way to fully automate the genera-
tion of the multi-stage tree, would be to communicate between a forecasting
software and an optimization modeling system /solver.

Even if the automation of the NLP Approach is successfully accomplished,
and despite its flexibility, this approach also has one potential shortcoming.
The calculation of node values and branch probabilities is performed sequen-
tially (i.e., node by node) instead of simultaneously for all non-leaf nodes of
the tree. In contrast, in the LP Approach, all node values are generated via
time series simulation, thus any potential dependence across multiple stages
is preserved, and then all probabilities are calculated simultaneously. The ad-
vantage of a sequential approach is that the NLP problems are smaller, thus
there is a trade-off between optimization complexity and preserving overall
dependence in the tree.

The examples solved involved trees with up to 30 nodes from a production
planning problem. The CPU times required were quite small.

7.3 Data-Driven Individual and Joint Chance-
Constrained Optimization via Kernel
Smoothing

In Chapter 4, we proposed the use of a nonparametric statistical technique,
namely kernel smoothing (KS), to reformulate individual and joint data-driven
chance constraints (CCs) into their respective algebraic forms. KS is used
to estimate the true, but unknown distributions given data for the uncertain
parameters. The modeling of data-driven CCs relies on a confidence set, which
is constructed so that it contains both the true distribution and its estimate.
We proposed using standard errors of the smoothing process in the calculation
of the size of the confidence set.

As with any nonparametric technique, the accuracy of the kernel smoother
depends on the availability of a significant amount of data. A general rule-
of-thumb for estimating univariate (marginal) distributions is that the sample
size should be at least around 100. This number can grow much bigger if
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estimating joint (multivariate) distributions. The effect of the sample size on
approximating the true distributions is illustrated in the motivating example
(Subsection 4.6.1), where the solution (objective function value and decision
variables) of the optimization models with reformulated data-driven CCs ap-
proaches the solution to the respective problems with exact distributions as
shown in Figures 4.10 and 4.11. Moreover, we showed that even if the origi-
nal CCs are linear, a joint chance-constrained reformulation yields nonlinear
models, which can be significantly more challenging to be solved. In order to
overcome this additional complexity, we developed an algorithm that uses the
solution of the corresponding individual chance-constrained model to initial-
ize the original problem with joint CCs. The proposed algorithm was used
to solve a production planning problem with more than 25 production facili-
ties and several products, which gives rise to a large-scale nonlinear program-
ming problem (around 192,000 constraints and 283,000 variables) and achieved
speedups ranging from 2 to 6 times depending on the confidence level. For in-
stance, at 60% confidence level, applying the proposed initialization approach
to the original nonlinear problem with JCC reduced the solution time from
4,000 to 750 seconds.

Even though a formal proof was not provided, it is intuitive that the pro-
posed kernel-based reformulation methodology results in an inner approxima-
tion of the feasible region that would result from using the true distributions
(which are usually unknown in practice). In the limit as n — oo (i.e., infi-
nite number of data points), the kernel estimator asymptotically converges to
the true density/distribution function, provided that the bandwidth is appro-
priately chosen. The kernel-based reformulation contains a finite number of
points (smaller feasible region), which is an approximation of the true contin-
uous function (infinite number of points).

A limitation of the approach is that it requires CCs with right-hand side
(RHS) uncertainty only. Even though they are very common in different appli-
cations ranging from engineering to finance, there are some typical situations
where the random variables are involved in nonlinear terms with the decision
variables of the model. For instance, the linear CC

P{deSC}Zl—a

where a is a random vector, x is a vector of decision variables, ¢ is a determin-
istic parameter, and « is the risk level, cannot be directly reformulated to a
respective algebraic form using the proposed methodology due to the product
of uncertain parameters and decision variables.
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7.4 Data-Driven Simulation and Optimiza-
tion Approaches to Incorporate Produc-
tion Variability in Sales and Operations
Planning

In Chapter 5, we proposed a data-driven method to model production vari-
ability in the operations planning stage of the Sales & Operations Planning
(S&OP) process of a manufacturing company. The method uses quantile re-
gression to generate samples of the historical deviation (A) between planned
and actual production rates conditional on a given plan. The samples cor-
respond to scenarios that quantify uncertainty in two proposed optimization-
based frameworks: Simulation-Optimization (Sim-Opt) and Bi-Objective Op-
timization (Bi-Opt).

Both Sim-Opt and Bi-Opt frameworks have advantages and disadvantages.
Perhaps the major advantage of the Sim-Opt approach is the fact that it
can easily accommodate any statistical relationship between A conditional on
planned values. The reason for this is that the generation of samples based on
given production targets (plans) is performed after the new targets are pro-
posed by the derivative-free optimizer, but before the execution of the “simu-
lator” (which can be a production planning model as discussed in the chapter).
Conversely, the Sim-Opt framework may become computationally intensive as
the number of scenarios and decision variables (production targets) increase.
The Bi-Opt approach offers interesting advantages, such as simultaneous cal-
culation of production plans and minimization of risk, and explicit treatment
of possible constraint violations. However, its main shortcoming is that it may
be difficult (or even impossible) to explicitly define a functional relationship
for A conditional on production targets within the optimization model.

The proposed modeling framework only considers the operations planning
stage of the S&OP process as shown in Figure 5.1. However, the sales planning
stage is also affected by uncertainty, for example, from demand forecasting. A
more comprehensive model would account for both stages, and also feature a
practical metric for performance evaluation at the end of the S&OP process
cycle.

The applicability of the proposed approach was illustrated with a motivat-
ing example and an industrial case study. The motivating example consisted
of a small process network with a feedstock plant that serves 6 downstream
plants. The downstream plants are sorted in reverse order of reliability and
margin, i.e., the most reliable plant is also the lowest-margin one, and the less
reliable plant is the highest-margin one. The motivation behind this was to
show that depending on the maximum desired level of risk, the optimization
model decides to allocate more of the feedstock chemical to more or less re-
liable plants. In other words, the optimization model considers not only the
individual margin of the plants, but also their reliability in order to obtain a
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solution with maximum expected profit. The industrial case study consisted
of a chemical site with more than 12 highly interconnected plants and sev-
eral products. We proposed four approaches to account for a possible strong
dependence in the historical data of production variability of plants that are
directly connected: parametric regression, nonparametric regression, sampling
from estimated joint distribution, and bootstrap sampling.

The computational results show that the solution times were not severely
affected by the problem size (around 5 seconds for the motivating example and
less than 20 seconds for the industrial case study). However, the wall time was
more significantly affected (up to 5 times the solution time), which was largely
due to the time spent loading the optimization problems into memory.

7.5 Optimal Procurement Contract Selection
with Price Optimization under Uncer-
tainty for Process Networks

In Chapter 6, we proposed a stochastic optimization modeling framework that
includes both optimal procurement contract selection and selling price opti-
mization for process networks. The contract selection, which considers three
types of contracts (discount, bulk discount, and fixed duration), is modeled
via disjunctive programming techniques (and reformulated as mixed-integer
linear constraints), and the pricing is quantified with regression models. The
proposed approach is manufacturer-centric in the sense that it is the manu-
facturer’s decision to sign or not contracts with suppliers in order to hedge
against spot market supply uncertainty, and the manufacturer can set selling
prices for its customers. The possible selection of sales contracts is considered
to be the customer’s decision, and was not addressed in this work.

The supply uncertainty is given by the spot market price of raw materials,
even though raw material availability could also be considered as an uncertain
parameter. Scenarios of spot market prices are generated by simulating au-
toregressive time series models, which are assumed to quantify the evolution
of raw material prices with time. With regards to price optimization, the for-
mulation of three price-response models (linear, constant-elasticity, and logit)
that are typically encountered in the literature was discussed, even though we
argued that general regression models can be used. The demand uncertainty
is represented by samples from the distribution of regression residuals. We
showed that it may be more advantageous to use demand-response models
(DRMs), i.e., price as a function of demand, and we provided conditions on
the parameters of the logit model that yield a concave revenue term in the
objective function (in maximization problems).

The two-stage stochastic programming model has the following structure:
the binary variables for contract selection and the sales variable are first-stage
variables, and the remaining variables (production rates, inter-site transfers,
and inventory levels) are second-stage variables. Production planning models
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are typically multi-period in nature, and a multi-stage stochastic programming
formulation may be more realistic. For example, in a three-stage formulation,
the first-stage variables may be the same as the ones used in the proposed
approach, the second-stage variables may include all remaining variables for
the first-period (or a cluster of the first periods), and the third-stage variables
may include all remaining variables for the remaining periods (or cluster of
final periods). This modeling approach could be extended to more than three
stages.

From both numerical examples, it was clear that more complex DRMs
yielded more computationally intensive MINLP models. In particular, in Ex-
ample 2 that dealt with the production planning of an integrated petrochem-
ical site with 38 plants and 28 chemicals (Subsection 6.5.2), it took around 4
hours for the outer approximation-based solver to converge for the determin-
istic model using the logit demand-response model with 400 binary variables,
1,349 continuous variables, and 2,383 constraints. However, the proposed re-
formulation, which transfers the nonlinear terms in the objective function to
the set of constraints, proved to significantly decrease the solution time. This
was primarily due to being able to provide a tighter approximation with sev-
eral terms of the objective function in the form of several constraints. In
addition, different amounts of sales (assumed to be equal to the demand) were
observed between deterministic and stochastic solutions and when using dif-
ferent DRMs. In order to ensure that customer demand is satisfied, bounds on
sales or contract information setting ranges on demand could be considered in
future work.

7.6 Contributions of the Thesis

The main contributions of this thesis are the following:

1. A continuous-time, unit-specific general precedence (USGP) scheduling
formulation that considers the batching problem (i.e., it simultaneously
calculates the number of batches with the scheduling decisions) and al-
lows for sequence-dependent changeovers within and across time periods.
These two additional features yield a more realistic and general schedul-
ing model without significantly compromising the solution time.

2. A systematic, data-driven scenario generation method (Distribution
Matching Problem or DMP) via statistical property matching, which
remedies the under-specification characteristics of a previously proposed
method. In additional to marginal (co-)moments, the DMP also includes
information from marginal (empirical) cumulative distribution function,
thus improving the balance between number of variables and data points
(targets).

3. Two methods for the generation of multi-stage scenario trees that com-
bine time series forecasting with the solution of the proposed distribution
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matching method. The NLP Approach sequentially computes the node
values and branch probabilities for each non-leaf node. The LP Approach
computes all branch probabilities simultaneously for a a tree with fixed
node values obtained from time series simulation.

4. A method using kernel smoothing to model data-driven individual and
joint chance constraints with right-hand side uncertainty. The approach
is based on the construction of a confidence set that contains the esti-
mated distributions and is considered to also contain the true, but un-
known distributions. In addition, the approach uses the standard errors
estimated in the smoothing process to calculate the size of the confidence
set, which is necessary to complete the reformulation of the probabilistic
constraints into their respective algebraic ones.

5. A framework to model production variability and incorporate it in the
operations planning stage of the Sales & Operations Planning (S&OP)
process of a manufacturing company. The method consists of defining A
as the deviation between historical planned and actual production rates,
and using quantile regression to obtain the quantiles of the distribution
of A conditional on planned values. The model of uncertainty can be
used in simulation- and optimization-based approaches, along with risk
measures to control the degree of conservatism of the solution.

6. A mixed-integer programming formulation that combines optimal
procurement contract selection and selling price optimization in a
manufacturer-centric approach. The proposed framework allows for gen-
eral regression models as demand-response functions. The approach is
illustrated with three different contract types previously reported in the
literature, and three typical demand-response models (linear, constant-
elasticity, and logit). Conditions for the concavity of the logit model
(generally regarded as the most realistic of the three models) are de-
rived.

7.7 Recommendations for Future Work

1. In the hybrid decomposition scheme implemented in Chapter 2, the Subgra-
dient Method (SM) was used to update the Lagrange multipliers within the
Lagrangean Decomposition (LD) framework. As mentioned in Section 7.1,
obtaining convergence with the SM proved to be significantly challenging
due to its two major issues: choice of step size and erratic behavior of upper
bound solution (in minimization problems). Other methods for updating
multipliers require additional optimization problems to be solved, which
may be prohibitive for large-scale problems. An alternative to LD is based
on the method of multipliers and it is called Augmented Lagrangean De-
composition (ALD) (Rosa & Ruszezynski, 1996; Ruszezynski, 1997). ALD
is also an iterative, dual decomposition method (i.e., on the space of the
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dual variables), which does not suffer from the same aforementioned issues
as LD with SM and still yield independent subproblems that can be solved
in parallel. In addition to updating the multipliers, the ALD method also
updates the decision variables at each iteration. The main difference be-
tween the two approaches is that with ALD one optimization problem is
solved instead of two as in LD (lower- and upper-bounding problems). The
additional cost of ALD is the presence of quadratic terms in the objective
function, which turns a (MI)LP model into a (MI)QP problem. However,
MIP solvers, such as Gurobi and CPLEX, are becoming very efficient at
solving (MI)QP problems.

. The Distribution Matching Problem (DMP) proposed in Chapter 3 is an
optimization-based approach for generating scenario trees by matching
marginal statistical information, such as moments and cumulative distri-
bution function (CDF). Any dependence between random variables (r.vs.)
is simply captured by covariance information. However, as mentioned in
Section 7.2, the DMP does not account for more general dependence among
r.vs. There are some research areas in statistics, machine learning, and dig-
ital signal processing that could offer different approaches for the same
problem, and that directly use the joint distribution (estimated or not),
which contains the complete dependence (or lack thereof) structure among
r.vs. Scenario trees are a form of discretized or quantized representation of
distributions, i.e., they approximate (usually continuous) distributions by
considering a finite number of outcomes (scenarios) with given probabilities
(dimensionality reduction).

e Quantization and Information Theory. In general terms, quantization
is the process of mapping a large set of input values (e.g., contin-
uous distribution) to a countable (discrete) smaller set. A typical
application includes data compression in communication. If the ob-
ject (input) to be quantized is a univariate function, then the method
is called Scalar Quantization (SQ), and if the input is a multivariate
function, it is named Vector Quantization (VQ). Briefly, the problem is
to find the optimal set of countable values (called reproduction points
or code points) that represents the original input. The formulation
involves concepts of Rate-Distortion Theory (Cover & Thomas, 2006),
in which a distortion function is used to measure the cost of represent-
ing the original input in a reduced and discrete space. The modeling
of the theory uses the mutual information, which is a measure of the
mutual dependence between two r.vs. Colin et al. (2013) propose an
optimal quantization method of the support of a multivariate distribu-
tion using ¢-mutual information (based on the notion of ¢-divergence,
which is discussed in Chapter 4).

e Sampling and Clustering. Another idea related to quantization is the
use of cluster analysis (Everitt et al., 2011) in data mining. Among
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other methods and algorithms, k-means clustering is a method of VQ
that aims to partition n observations into k clusters. The observations
in this case could be samples generated from the (estimated) joint
distribution. The center of each cluster would represent an outcome
of the scenario tree, and the collection of centers of clusters would
provide a discrete approximation to the continuous joint distribution.
An initial algorithm that can be applied to both cases of univariate or
multivariate joint distributions is as follows:

(i) Generate n samples from the (estimated) joint distribution,
Tiyeo oy Tjy ey T
(ii) Calculate the density for each sample using the (estimated) con-
tinuous joint distribution, p(z1),...,p(z;), ..., p(z,);
(iii) Cluster the samples into k groups or clusters;

(iv) Set the probability of cluster i, for i = 1,..., k, to be proportional
to the sum of p(x;), for every sample j put in cluster i. For
example,

> plxy)

__ J:J in cluster ¢

Probability of scenario (cluster) i =
>_p(z;)
J

3. The kernel-based reformulation methodology proposed in Chapter 4 re-
quires chance constraints (CCs) with right-hand side uncertainty only. It is
likely that an extension of the approach that accounts for more general CCs
will be mathematically challenging. In addition, it will likely not preserve
linearity of the constraints as is the case of the reformulation of individual
CCs. One research direction could be based on the use of transformations of
r.vs., i.e, the Method of Transformations (Casella & Berger, 2002). Consider
the following scalar example. Let the original CC be P; {ax < c¢} > 1 — q,
where @ is a continuous r.v., x is a continuous decision variable (usually,
non-negative), ¢ is a deterministic parameter, and « is the risk level. Sup-
pose that @ has PDF f(a) and CDF F(a). In this case, we can apply a
linear transformation by treating x as a “coefficient” of the r.v. a. Introduce
the r.v. b = az with PDF g(b) and CDF G(b). Therefore, the CC becomes
P; {I; < c} > 1 — a, which seems more tractable than the original CC, since
the new r.v. is not involved in nonlinear terms with the decision variable.
To reformulate this new CC, we need to ultimately invoke the CDF of b. It

can be shown that ]
G(b) = —aF (a>
|| x

The term zF'(b/x) corresponds to the perspective of the CDF of the origi-
nal r.v., a. When dealing with data-driven CCs, all true distributiAons are
replaced with their estimates, i.e., f(-) and F(-) are replaced with f(-) and

182



Ia (+), respectively. Even though the original CC is linear, the reformulation
in this case will not be linear. More details are given in Appendix E.

. One of the major disadvantages of the Bi-Optimization approach (Bi-Opt)
proposed in Chapter 5 is the difficulty (or impossibility) of expressing the
deviation from plan conditional on production targets (A for scenario s).
In the numerical examples, A, was constant regardless of the production
targets proposed by the optimization model. This may not be a reason-
able approximation, since the distribution and range of A values can be
very different depending on planned production rates. In order to make the
formulation more flexible, the following modeling strategy could be inves-
tigated. For each plant with production variability data, do the following
steps:

(i) Obtain Plan vs. Actual historical production rate data, and calculate
A = Plan — Actual,

(ii) Discretize the range of Plan values into n = 1,..., N intervals, and
select one value in each interval (e.g., median) to be the representation
point of each interval;

(iii) For each interval, perform quantile regression for A conditional on
Plan being equal to the interval’s representation point (i.e., generate
the samples or scenarios), and store the output in a parameter A, g;

(iv) We need to ensure that if the production targets fall into the interval of
Plan values, then the correct deviation values are used. The following
disjunction can be used to model this condition.

Y,
vV |PT: < PT < PTY Vn=1,...,N, s€ S
PR, = PT — A,

where Y,, is a Boolean variable that is True if PT belongs to the
interval [PTZ PTY], and False otherwise.

However, the increased flexibility suggested above comes at some possible
computational expense due to additional binary variables needed to refor-
mulate the disjunctions as mixed-integer linear constraints.

. In the proposed approach in Chapter 6, the decision to sign or not sales
contracts lies with customers, not with the manufacturer. An extension to
design sales contracts with customers could be as follows. The manufacturer
sets selling prices by incorporating demand-response models (DRMs) in the
production planning model; those prices can be used to create the structure
of sales contracts (e.g., discount quantity thresholds and price levels); an
optimization problem for each customer is formulated that decides which
contracts, if any, to sign in order to maximize/minimize an objective (e.g.,
minimize total costs for the customer from purchasing finished products
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from the manufacturer). This will lead to a bilevel programming formulation
(Shimizu, Ishizuka, & Bard, 1997; Bard, 1998; Labbé & Violin, 2013) in
which the upper level problem (ULP) is the model proposed in this work,
and the lower level problem (LLP) consists of optimization models for each
customer. The objectives of the ULP are to select procurement contracts
to sign or not, and to set design sales contracts (by setting selling prices),
whereas the objective of the LLP is to select or not sales contracts. A
further extension would even consider a separate optimization problem for
the suppliers that would design procurement contracts to be selected or not
by the manufacturer, thus resulting in a trilevel programming formulation.

6. The use of nonlinear (even if concave) DRMs may considerably increase
the solution time as shown in the numerical examples in Chapter 6. If the
nonlinear DRM is a univariate function (i.e., if there is only one regressor,
thus the model’s objective is a separable function), then an approximate
solution approach could be based on piece-wise linear approximations of
the nonlinear DRMs (Taha, 2010). This would require the introduction
of additional constraints and variables (Special Ordered Sets of type 2 or
SOS2), but the complexity would be expected to decrease since the concave
MINLP model would be approximated by an MILP model. In case more
general, multivariate nonlinear DRMs are used, then we suggest a decom-
position approach that alternates between a master problem (MIQP) and
a restricted slave problem (NLP). The master problem uses a linear DRM
(with one or more regressors) as an approximation to the nonlinear DRM,
and the slave problem is the original optimization model with the nonlin-
ear DRM, but with all discrete variables fixed to the solution of the master
problem. At the start of a new iteration, sales variables from the solution
to the slave problem are fixed in master problem. A convergence criterion
could be a small relative error between the objective function value of the
slave problem at the current and previous iterations. Again, it would be
expected that solving MIQP and NLP problems would be computationally
less intensive than directly solving an MINLP problem.

The data-driven approaches to Enterprise-Wide Optimization proposed in
this thesis fit with the recent trend towards Business Analytics (Davenport
& Harris, 2007; Stubbs, 2011). The decision-making model (e.g., production
planning) is enhanced by a model of uncertainty and variability, which is sys-
tematically obtained using advanced data analytics techniques. In other words,
the majority of the contributions of this thesis combine predictive analytics
(regression, forecasting, and simulation) with prescriptive decision making (de-
terministic and stochastic optimization). Moreover, the proposed data-driven
approaches were developed to support the use of nonparametric statistical
techniques for both continuous and categorical (discrete) data. This makes
the proposed approaches statistically more robust and widely applicable to
different problems, since they do not require strong assumptions about the
probability distributions of the data generating process.
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Appendices

Appendix A Hybrid BD-TLD

A.1 Data for Example 1
The following tables contain all the data for Example 1.

Product Group

HIOQwm»

G1
Gl
G2
G2
G2

Table A.1: Product-Group mapping.

Table A.2: Processing data where the acronyms have the following meanings:

batch size (BS), batches per hour (BPH), and scale-up cost (SUC).

Product Unit Plant BS [MT] BPH [hr™!] SUC [$] Amt. [MT]
A Ul1 P1 3 0.20 50,000 100,000
B Ul1 P1 4 0.20 50,000 -

C Ul1 P1 2 0.20 50,000 100,000
D Ul1 P1 2 0.20 50,000 100,000
E Ul1l P1 2 0.21 50,000 100,000
A U12 P1 2 0.20 50,000 -

B U12 P1 3 0.20 50,000 100,000
C U12 P1 3 0.20 50,000 -

D U12 P1 4 0.20 50,000 100,000
E U12 P1 3 0.20 50,000 100,000
A U21 P2 4 0.20 50,000 100,000
B U21 P2 2 0.20 - 100,000
C U21 P2 2 0.20 50,000 100,000
D U21 P2 2 0.25 50,000 -

E U21 P2 4 0.25 50,000 100,000
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Table A.3: Product demands.

Customer Product Demand [MT]

C2 A 25
C3 A 15
C1 A 20
C1 B 125
C3 B 25
C2 B 60
C2 C 25
C1 C 45
C3 C 10
C1 D 90
C2 D 65
C3 D 0

C1 E 40
C3 E 20
C2 E 75
C2 G 20
C1 G 60
C3 G 75
C2 H 10
C1 H 50
C3 H 75
C3 I 100
C2 I 75
C1 I 50
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Table A.4: Outbound transportation costs. If product-plant-customer tuple is
not listed, then the shipment is not allowed.

Product From Plant Customer Cost [$/MT]

A P2 C2 65
A P1 C3 94
A P1 C2 95
B P1 C3 60
B P2 C1 68
B P1 C2 85
B P2 C2 0

B P1 C1 78
C P1 C3 28
C P1 C2 0

C P1 C1 80
D P1 C2 0

D P1 C1 35
D P1 C3 33
E P2 C1 45
E P2 C2 170
E P2 C3 145
B P1 C1 30
D) P1 C2 45
G P1 C1 0

G P1 C2 255
G P2 C2 70
G P2 C1 75
G P1 C3 210
H P1 C3 200
H P1 C2 140
H P2 C1 20
H P2 C2 65
H P2 C3 70
I P2 C3 128
I P1 C2 190
I P2 C1 0

I P1 C1 0
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Table A.5: Inbound transportation costs.

Plant Raw Material Cost [$/MT]

Pl RA 1,500
P1 RB 800
P1 RC 1,300
P2 RA 500
P2 RB 1,100
P2 RC 2,000

Table A.6: Plant-to-Plant transportation costs.

From Plant To Plant Cost [$/MT)]
P1 P2 95
P2 P1 50

Table A.7: Operating costs.

Unit Plant Cost [$/MT]

U1l P1 35
U12 P1 30
U21 P2 32

Table A.8: Plants’ capacities.

Plant Max Capacity [MT]
P1 14,500
P2 8,500
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Table A.9: Bill of materials for finished products. The column Unit Ratio
represents the parameter CRR,;. If plant-raw material-product-unit ratio
tuple is not listed, then the unit ratio is zero.

Plant Raw Material Product Unit Ratio

P1 RB A 0.02
P1 RC A 0.30
P2 RB A 0.01
P2 RC A 0.25
P1 RA B 0.04
P2 RA B 0.01
P2 RB B 0.19
P2 RC B 0.01
P1 RA C 0.15
P1 RB C 0.09
P1 RC C 0.01
P2 RA C 0.15
P2 RB C 0.09
P2 RC C 0.01
P1 RA D 0.19
P1 RB D 0.01
P1 RC D 0.50
P2 RA D 0.19
P2 RB D 0.01
P2 RC D 0.50
P1 RA E 0.02
P1 RB E 0.07
P1 RC E 0.30
P2 RA E 0.21
P2 RB E 0.01
P2 RC E 0.08
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Table A.10: Bill of materials for blended products. The column Unit Ratio
represents the parameter BR;y;. If plant-product-blend tuple is not listed,
then the unit ratio is zero.

Plant Raw Material Product Unit Ratio

P1 A G 0.67
P1 B G 0.33
P1 C H 0.4
P1 D H 0.6
P1 B I 0.5
P1 D I 0.5
P2 A G 0.2
P2 B G 0.8
P2 B I 0.65
P2 C I 0.25
P2 B H 0.53
P2 B H 0.47

Table A.11: Changeover times [hr| (costs [$]) between groups of products.

Unit: Ul1l Gl G2
G1 0.75 (75) 3 (300)
G2 2 (200)  0.75 (75)

Unit: U12 G1 G2
G1 0.75 (75) 3 (300)
G2 2 (200)  0.75 (75)

Unit: U21 G1 G2
Gl 0.72 (72) 3.3 (330)
G2 2.2 (220) 0.72 (72)

The remainder of the data is as follows: the maximum number of scale-up
assignments per plant is 500, the maximum number of scale-up assignments per
product is 5, the upper bounds on finished and blended products inventories
are 10,000 MT and all inventory costs are $1,000.

Appendix B Data-Driven Scenario Genera-
tion
B.1 Data for Example 1

The production yield data were randomly generated using the R program-
ming language version 3.0.1 (R Core Team, 2015). In particular, the library
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PearsonDS (Becker & Klofiner, 2013) was used to generate 120 random num-
bers sampled from a Pearson distribution with given mean, variance, skewness,
and kurtosis. The four moments of the generated data were calculated using
functions of the library e1071 (Meyer et al., 2012). The code in Listing B.1
can be used to reproduce the yield data in Example 1.

library (PearsonDS)

library (el071)

moments <— c¢(mean=0.7 , variance=0.02, skewness=-—1, kurtosis=4)
set.seed (1234)

v <— rpearson(10x12, moments=moments)

data.min <— min(v)

data.max <— max(v)

data.mean <— mean(v)

data.var <— var(v)

data.dskew <— skewness(v)xdata.var™1.5 # Denormalized skewness
data.dkurt <— (kurtosis(v) + 3)xdata.var™2 # Denormalized kurtosis

Listing B.1: R code to generate production yield data and their moments for
Example 1.

Only the first two moments and the ECDF information were considered in
the DMPs. The weights for the moments were chosen such that the weight
of the mean is the same as the weight of the variance, that is w;, = 1.0/ Mik
and w;, = 1.0/|M,; x| for L* DMP and L' DMP, respectively. The weights
for the deviations from the approximation to the ECDF are w;; = 0.1. The
ECDF data were estimated in MATLAB (The MathWorks Inc., 2015) with the
function ecdf and a simplified GLF (8y = 0 and §; = 1) was fit to the ECDF
data by using the function 1lsqcurvefit with the following options: 10,000
maximum function evaluations (MaxFunEvals), 10,000 maximum iterations
(MaxIter), 107!2 function tolerance (TolFun), exact Jacobian. Initial guesses
for the parameters (o, 3, and (3 were 100, 10, and 1, respectively.

The parameters for the production planning LP model are given in the
following tables.

Table B.1: First-stage production yield (6 at ¢t = 1) [-]. For facilities P2 and
P3, the yields remain the same at the second stage.

Facility Group

P1 0.85
P2 0.7
P3 0.9
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Table B.2: Product demand (&) [t]-

Time Period
Product 1 5 3 4

C 20 10 15 17
D 15 7 12 10

Table B.3: Maximum inventory (win™) [t].

Time Period
Product 1 2 3 4

D 6 6 6 6

Table B.4: Maximum (minimum) capacity (w;* and wi) [t].

Time Period

Facility 1 9 3 4
P1 20 (5) 20 (5) 20 (5) 20 (5)
P2 18 (0) 18 (0) 18 (0) 18 (0)
P3 19(2) 19(2) 19(2) 19(2)

Table B.5: Selling price (SP,,) [$/t].

Time Period
Product 1 9 3 4

C 175 175 1.71 1.71
D 1.10 1.10 1.18 1.18

Table B.6: Operating cost (OPCy,) [$/t].

- Time Period
Facility 1 9 3 4
P1 0.26 0.26 0.14 0.14
P2 0.16 1.16 0.13 0.13
P3 0.32 0.32 0.32 0.32

Table B.7: Purchase cost (PC,,+) [$/t].

Time Period
Product 1 9 3 4

A 0.05 0.05 0.05 0.05
C 1.00 1.00 1.00 1.00
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Table B.8: Inventory cost (IC,, ;) [$/t].

Time Period
1 2 3 4
D 0.03 0.03 0.03 0.03

Product

Table B.9: Raw material availability (xg‘jfh’max) [t].

Time Period
1 2 3 4
A 30 25 27 23

Raw Material

The penalties for unmet demand (PEN,,;), and maximum capacity and
minimum capacity violations (PENy,) are 10 times the selling prices, and
proportional to the operating costs, respectively.

B.2 Data for Example 2

Time series modeling and forecasting were implemented in the R programming
language (R Core Team, 2015). For demonstration purposes, only ARIMA
models (see Appendix B.3) were fit to the time series data. The library used
for fitting ARIMA models is called forecast (Hyndman et al., 2014). In
particular, the function auto.arima was used to automatically determine the
best ARIMA model that fits the data according to the default information
criterion (Akaike Information Criterion, AIC). Seasonality effects were allowed
and no hold out sample was considered in the fitting process. The time series
demand data for both products C' and D were then modeled as ARIMA(1,0,0)
processes with non-zero means. Future values were predicted with 95% level
of confidence using the predict function in the stats library, which is part
of R.

The constant variance of ARIMA models was estimated by the sigma?2
attribute of the ARIMA object. For the LP Approach in Subsection 3.4.2,
the standard error of a forecast was estimated by setting the value of the
argument se.fit of the predict function to TRUE. Covariance information
was estimated through R’s builtin function ccf, which estimates the cross-
covariance function of two time series data at different lags. Since the NLP
Approach involves alternating one-step-ahead forecasting with optimization,
the estimated covariance corresponds to the lag 1 outcome of function ccf.

The parameters for the production planning LP model are the same as the
data given in tables Tables B.3 to B.9. In addition, the production yield for all
time periods are the same as those given in Table B.1. The product demand for
every stage in each scenario tree is generated as described in Subsection 3.4.3.

B.3 Time Series Analysis and Scenario Generation

An overview of time series analysis is given in Subsection 1.2.2. In this ap-
pendix, we illustrate the use of time series modeling in the context of scenario
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tree generation.

Figure B.1 shows a schematic of how time series forecasting can be used
when generating a scenario tree for a stochastic process. Figure B.1(a) shows
time series data, represented by the black squares in the “past” region, a model
fit to the data in the blue line across the markers, and point forecasts as the
red circles in the “future” region. Possibly, additional nodes above and below
the base node are added to each stage and they represent different outcomes
of the stochastic process in a real-world problem. By connecting each parent
node to its descendants, a scenario tree is obtained as shown in Figure B.1(b).
Note that nodes pertaining to the third and beyond stages can overlap, thus
resembling a mesh.

(1-a)Cl
W

Past Present Future Past Present Future

(a) Time series model fit to historical data (b) Scenario tree generated from forecasts.
and used for forecasting.

Figure B.1: Using time series forecasting to generate a scenario tree for a
stochastic process. CI denotes the confidence interval estimated at each fore-
cast, respectively.

B.4 Assessing Solution Quality in Stochastic Program-
ming

In this section, we review two approaches based on Monte Carlo simulation
and the Sample Average Approximation (SAA) to assess the quality of the
solution in two- and multi-stage stochastic programming. These probabilistic-
and statistics-based approaches can be used to quantify the effectiveness of
the scenario generation scheme since the quality of the scenario tree affects
the quality of the solution.

B.4.1 Two-Stage Stochastic Programs

The Multiple Replications Procedure (MRP) as proposed by Bayraksan &
Morton (2006) is reviewed here.

First, we define the two-stage stochastic programming (TSSP) model as
follows:

2" = min Ef(z,) (B.1)

where f(-, ) is a real-valued function that determines the cost of operating with
decision z under a realization of the random vector £&. X C R¢ denotes the set
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of constraints that the decision vector x must obey and E is the expectation
operator. For linear and continuous SP problems with recourse, we have:

f(z, &) = cx + min gy
y=>0
s.t. Wy =i—Tx

where X = {z: Av = b, v > 0} and €= (W, g, 7, T) is a random vector.

Let &', €2, ..., £" be independent and identically distributed (i.i.d.) out-
comes generated from the distribution of € or some data-generating mecha-
nism. Given a feasible, candidate solution Z and a sample size n, we bound
the optimal value of problem (B.1) in the following manner: the upper bound
is given by the evaluation of the candidate solution at each realization & gen-
erated, and the lower bound is obtained by solving the SAA problem that
approximates the original SP problem, i.e., an approximate “true” solution.
The difference between the upper and lower bounds is denoted the optimality
gap, which can be written mathematically as follows:

zn:f(i S — min —Zf T f" (B.2)

zeX n

The first and second terms on the right-hand side of equation (B.2) are
the upper and lower bound estimates on z*, respectively. The procedure of
calculating the gap G, (%) with different samples of &7 is replicated ng times in
order to compute an average gap, G (ng), and its one-sided confidence interval.
This procedure, called Multiple Replications Procedure (MRP), is formalized
below and illustrated in Figure B.2.

Input: Significance level a (e.g., o = 0.05 for 95% confidence), sample size n,
number of replications n,4, and a candidate solution £ € X
Output: (1 — «)-level confidence interval on p;

1. Fori=1, 2, ..., ng
1.1 Sample i.i.d. observations £, €2, ..., €™ from the distribution of £
1.2 Solve (SP%) using £, €2, ..., €™ to obtain x%*

1.3 Caleulate G},(2) = § Sy (f(2,67) = f(a37.€9))
2. Calculate gap estimate and sample variance by

1 g
ng —1i=

ZGZ (2) and s(n,) = (Gi(3) — Glny))’

ngzl

3. Output one-sided CI on p;

0,G(ny) + tnq_lasG(ng)]

g
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n n
scenarios scenarios

Figure B.2: Schematic of the Multiple Replications Procedure (MRP) to assess
the quality of two-stage stochastic programming solutions.

B.4.2 Multi-Stage Stochastic Programs

The Procedure Py as proposed in Chiralaksanakul & Morton (2004) is
reviewed here.

First, some notation for multi-stage stochastic programming (MSSP) prob-
lems. We consider a T-stage stochastic program in which a sequence of deci-
sions, {x;}L |, is made with respect to a stochastic process, {&}L_,, as follows:
at stage ¢, the decision x; € R% is made with only the knowledge of past
decisions, x1, ..., x;_1, and of realized random vectors, él, cee ét, such
that the conditional expected value of an objective function given the history,
&, ..., &, is minimized. A superscript ¢ on an entity denotes its history
through stage t, e.g., & = (&, ..., &) and 2! = (xy, ..., x;). Decision z; is
subject to constraints that may depend on zy, ..., z;_1 and &, ..., &. The
requirement that decision z; not depend on future realizations of &1, ..., &r
is known in the stochastic programming literature as nonanticipativity.

A T-stage stochastic linear program can be expressed in the following form:

min ¢z +E [hl(l’l,?”gl}

1
s.t. All‘l = b1 (B3>
T Z 0

where, fort =2, ..., T,

hia(ve1,€) = min - Gz, + B [ht(ﬂfn gt+1)|§t}
S.t. Atl’t = Bt — Btflft,1 (B4)
T Z 0

and hr(-,-) = 0. The random vector & consists of the random elements from
(As, By, by, ¢). Relatively complete recourse is assumed to hold for problems

(B.3) and (B.4).
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For problems where the stochastic process {ét}tT:l is interstage dependent,
the procedure to generate a feasible policy for the MSSP is as follows. For a
given &, we obtain Z,(¢") by solving an approximating problem (from stage
t to T') based on an independently-generated sample subtree, denoted I',.(£%)
(the ‘7’ subscript stands for “rolling”). Specifically, for a given & and z'~!,
I, (€") is constructed via a conditional sampling procedure. Then, &;(&') is
defined as an optimal solution of the approximating problem (SAA) of (B.3)
and (B.4).

The policy-generation Procedure P5 is formally described as follows.

Given sample path éT,
Dot=1to T

Independently construct a sample subtree T, (£7). )
Solve approximating problem (SAA) with 2*~" equal to 2'~'(¢*~"), and
denote its optimal solution Z(&").

Figure B.3 illustrates the procedure. A candidate first-stage solution is
obtained by solving the MSSP problem using a given scenario tree, for ex-
ample, from solving one of the Distribution Matching Problems proposed in
this paper. Then, these first-stage decisions are fixed into the approximating
problem (SAA) whose subtrees have been conditionally sampled (step (a)).
The SAA problem is solved and its solution is stored. In step (b), the deci-
sions and subtrees up until the second stage are fixed to the respective stored
values, the subtrees of subsequent stages are conditionally sampled, and the
SAA is resolved. In the last step to obtain a candidate solution (step (c)),
all decisions and subtrees for all stages until 7" — 1 are fixed, subtrees for the
last stage T are conditionally sampled, and the SAA problem is solved. This
candidate solution corresponds to an upper bound on the solution of the orig-
inal MSSP problem. The lower bound on the objective function value of the
original MSSP problem (step (d)) corresponds to the solution of the the ap-
proximating problem with the same subtrees used in step (c¢) and with no fixed
decisions. The difference between the two bounds is defined as the optimality
gap. By replicating this procedure n, times, an average gap and its one-sided
confidence interval can be calculated.
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Figure B.3: Schematic of the policy-generation Procedure Py to assess the
quality of multi-stage stochastic programming solutions. In this figure, Fy)

denotes the set of subtrees conditionally sampled from stage t at step r.

Appendix C Data-Driven Chance Con-
straints

C.1 DMotivation of Chance-Constrained Optimization

We use the deterministic linear optimization model in equation (C.1) to illus-
trate the classical approach to optimization with individual and joint chance
constraints (ICCs and JCCs) with right-hand side (RHS) uncertainty. The
feasible region and optimal solution are shown in Figure C.1.

max z = & + oo (C.1a)
1,22
1
s.t. 371 +ay <4 (C.1b)
3 15
5:171 + 29 < 5 (C.1¢)
T1, T2 Z 0 (C]_d)
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5 :l':l

Figure C.1: Feasible region (grey area delimited by polytope in solid black
lines) and optimal solution (red filled circle, z* = (3, 3)) for the deterministic
linear optimization model in equation (C.1). Dashed blue lines are the contours
of the objective function.

Suppose the right-hand sides of constraints in equations (C.1b) and (C.1c)
are uncertain parameters. For demonstration purposes, let 51 ~ N(4,1) and
& ~N (1—25, 2) be normally distributed RHS uncertain parameters, which are
centered in the previously deterministic values. For specified individual and
joint risk levels (e.g., aq, ag, and «), the corresponding ICCs are given by,

1 ~
]P{Bl'l—{—l'szl}Zl—O(l (CQ)
P{;l’l + 9 S 52} Z 1— 9 (CB)

while the JCC can be written as,

1 3
—x1 2 < &
3 >1-a (C.4)

3 -
ixl +x9 <&

In order to reformulate the ICCs in equations (C.2) and (C.3) into algebraic
constraints, notice that they model the following situation: “the probability of
a random variable 51 (52) to attain a value of at least the left-hand side %$1 + x4
(321 + ) has to be greater than or equal to 1 —ay (1 —az)”. Mathematically,
this is equivalent to requiring that the survival function (Evans, Hastings, &
Peacock, 2000) of each random variable evaluated at the left-hand side has to
be greater than or equal to the confidence level. In the univariate case, the
survival function is the complement of the cumulative distribution function
(CDF), which is denoted by F(-). In other words, the survival function is
equivalent to 1 — F(-). Thus, for the ICC in equation (C.2), we have that

1
1—F£1 (l’l—i‘xz) 21—041

3
1
Fgl (31‘1 + .TQ) S (03]
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or
1
301 + x9 < Fgll(al) (C.5)

and similarly for the ICC in equation (C.3), we have that
3 -1
5%’1 + 29 § ng (Oég) (C6)

where Fy '() and F ; '(.) are the inverse CDFs (quantile functions) of the

random variables & and &, respectively. Note that the linearity of the original
constraints is preserved.

The same inversion cannot be used in the multivariate case to reformulate
JCCs into algebraic constraints. From the definition of multivariate CDFs, the
JCC in equation (C.4) can be rewritten as follows

(e9] o o > B ‘
/;)331+12 /gl1+:r2 fgl’& (51’ 52)d£2d§1 =l-a (C 7)

where fg ¢,(+,-) is the joint probability density function (PDF) of & and &.
Since we assumed that the random variables are Gaussian, then the joint PDF
in this case is a bivariate normal Gaussian PDF. Unlike in the case with ICCs,
the linearity of the original constraints is not preserved in the JCC formulation.

Figure C.2 shows a schematic of the results of the linear optimization model
with constraints in equations (C.1b) and (C.1c) replaced by equations (C.5)
and (C.6) for decreasing values of the individual risk levels. Note that by
decreasing them, the feasible region becomes smaller, and the solution becomes
increasingly conservative. A similar conclusion can be drawn from Figure C.3
for the JCC case by replacing constraints in equations (C.1b) and (C.1c) by
equation (C.7).

Figure C.2: Schematic of deterministic feasible region (grey area), optimal
solutions (filled circles), and the new feasible regions (polytopes delimited by
solid black lines) of the optimization model with ICCs for different values
of individual risk levels: (a) oy = a2 = 0.1, (b) a1 = ap = 0.05, and (c)
a1 = Qg = 0.01.
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Figure C.3: Schematic of deterministic feasible region (grey area), optimal
solutions (filled circles), and the new feasible regions (delimited by curved
solid black lines) of the optimization model with JCC for different values of
joint confidence levels: (a) 1 —a = 0.9, (b) 1 —a = 0.95, and (c¢) 1 —a = 0.99.

The accuracy of the reformulated ICCs and JCCs depends on the choice
of probability distribution models. The classical approach may encounter lim-
itations in cases when parametric models do not fit well available data for the
uncertain parameters, or when distributions are more complex (e.g., multi-
modal). This motivates the use of data-driven approaches that weaken the
modeling assumptions for the uncertainty:.

C.2 Derivation of Bound on ICC Risk Levels for Equiv-
alent JCC

The motivation behind deriving inequality (4.17) is to approximate a joint
chance constraint (JCC) by corresponding individual chance constraints
(ICCs). Let A, be a Boolean expression, an event, or a set that corresponds to
a constraint in a chance-constrained formulation (e.g., A; = g;(x,&;) > 0), and
A§ its complement (e.g., AS = gj(x,éj) < 0). In other words, we wish to ap-
proximate the JCC P{N;c;A4;} > 1—a’“C by ICCs P{A;} > 1 -0, Vj e J.
The derivation answers the following question: given o’®“, how should one set
a'“© in order to obtain the aforementioned approximation?

We derive equation (4.17) by showing that the joint risk level of a JCC is
a conservative upper bound on the summation of risk levels of corresponding
individual ICCs. One can then write

]P’{Aj}21—a§-CC j=1,....m
P{A;}SO&;OC j=1,....m

From Boole’s Inequality (a special case of Bonferroni’s Inequalities (Bonferroni,
1936)), we have that

IP{U Ag} <Yy p{as}
jeJ jeJ

Note that the right-hand side of the Boole’s Inequality corresponds to the
summation of the probabilities of individual events, i.e., the summation of the
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individual risk levels (aﬁcc) of the ICCs. Next, applying one of De Morgan’s

Laws (Goodstein, 2007) to the left side of Boole’s Inequality yields

-l -foe

Note that the term P {N;c;A,} corresponds to the probability of the intersec-
tion of events, i.e., the joint confidence level (1 —a’“) of the JCC. Combining
this result with Boole’s Inequality gives

P{ﬂAj}21—Za§CC (C.8)

jeJ jedJ

For comparison purposes, we repeat the definition of the original JCC as fol-
lows

P4 p>1—a’C (C.9)
JjedJ

Note that inequalities (C.8) and (C.9) share the same left-hand side. If we
impose that (inequality (4.17))

a’CC > ) Oé;cc
jeJ
then we will guarantee that the above inequality is a conservative approxima-
tion.

To illustrate, suppose a’®“ = 0.1 such that P{N;c;A4;} > 0.9. Therefore,
the conservative approximation in inequality (4.17) suggests that the values of
the individual risk levels aﬁcc are set such that ;¢ ; Oz;CC <0.1.

The authors acknowledge Dr. Shabbir Ahmed (School of Industrial & Sys-
tems Engineering at Georgia Institute of Technology) for the insights in the
derivation of this conservative approximation.

C.3 Data for Motivating Example

The kernel density and distribution estimators were obtained in the R program-
ming language (R Core Team, 2015), package np (Hayfield & Racine, 2008).
The Gaussian kernel was used in all estimation computational experiments.
Tables C.1 and C.2 show the bandwidths and reduced risk levels used in the
(PPJCC) model. In order to generate the data for production rates of plants
P2 and P3, we set the seed to 1234. Table C.3 shows the estimated quantiles
used in the (PPICC') model.

Table C.1: Cross-validated bandwidths used in the (PPJCC') model.

Bandwidth n =365 n =730
hpa 1.6924  1.3172
hps 2.0628  1.7151
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Table C.2: Reduced risk levels (o’) obtained with the K-L formula (Table 4.1)
and used in the (PPJCC') model.

Reduced a=0.10 a = 0.05 a=0.01
Risk Level | n =365 n=730| n=365 n=730| n=365 n =730
o 0.0894 0.0924 0.0424 0.0445 0.0068 0.0076

Table C.3: Estimated quantiles for nominal risk levels (a) used in the

(PPICC) model.

Production a=0.10 a=0.05 a=0.01
Quantile n=360 n=730 | n=365 n=730 | n=365 n="730
Fotemn(py ) | 1830 1545 8.07 17.88 | 14.90 7.82
P2
P e (0pg ) | 15.73 11.98 3.93 16.86 13.59 4.56
WP3 )

The parameters for the production planning LP model are given in the

following tables.

Table C.6: Maximum inventory (w

Table C.7: Maximum (minimum) capacity (w}

Table C.4: Production yield (6;) [-].

Facility Group

P1
P2
P3

0.85
0.7
0.9

Table C.5: Product demand () [t]-

Time Period

Product

1 2 3 4
C 20 10 15 17
D 15 7 12 10

inv,maX)
m,t

Time Period

Product

1 2 3 4

D

6 6 6

6

min

a

Facility Max

(Min) Capacity

P1
P2
P3

20 (5)
18 (0)
19 (2)
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Table C.8: Selling price (SP,,.:) [$/t].

Time Period
1 2 3 4
C 1.75 1.75 1.71 1.71
D 1.10 1.10 1.18 1.18

Product

Table C.9: Operating cost (OPCy;) [$/t].

Time Period
1 2 3 4
P1 0.26 0.26 0.14 0.14
P2 0.16 0.16 0.13 0.13
P3 0.32 0.32 0.32 0.32

Facility

Table C.10: Purchase cost (PC,,.) [$/t].

Time Period
1 2 3 4
A 0.05 0.05 0.05 0.05
C 1.00 1.00 1.00 1.00

Product

Table C.11: Inventory cost (IC,, ;) [$/t].

Time Period
1 2 3 4
D 0.03 0.03 0.03 0.03

Product

Table C.12: Raw material availability (X%‘ftmh’max) [t].

Time Period
1 2 3 4
A 30 25 27 23

Raw Material

The penalties for unmet demand (PEN,,;), and maximum capacity and
minimum capacity violations (PEN;,) are 10 times the selling prices, and
proportional to the operating costs, respectively.
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Appendix D Procurement Contracts and
Pricing
D.1 Purchase Contract Mixed-Integer Linear Models

The models for the three contract types (discount, bulk, and fixed duration)
are proposed in Park et al. (2006). In this section, we present the mixed-
integer linear constraints obtained by reformulating the disjunctions using the
convex hull approach. At most one contract type can be selected for a given
raw material 7, which is expressed as follows:

D Yo <1 VjeJR, sesS, tet (D.1)
ceC

where C' = {d, b,1}.
D.1.1 Discount Contract

Contract type ¢ = d and two price schemes, d; and ds.

COSTY,, = i PR, + o2 P2, Vj€JR, s€S teT (D.2)
P, =Pl + P, VicelJR, s€S teT (D.3)
I%dét—de;HPd” VjcJR, se€S teT (DA
0 <Pty <yh ol VjelJR, seS, teT  (D.J5)
Pt =y o, VjelR,seS teT  (D.6)
0<Pdst_y35thst Vj€IR, seS, teT (D7)
Yo Y = VjcelR, seS, teT  (DS8)

where y}i’g’t, y?lf%t € {0,1}, and Ujd,s,t is a number large enough (e.g., process
capacity).

D.1.2 Bulk Discount Contract

Contract type ¢ = b and two price schemes, by and b,.

COSTY,, = @ P+ o2, P2, Vj€IR, s€S teT (D.9)
P, =P}, + P, VjelJR, seS teT (D.10)
0<Pbst_yjst js,t VjeJR,seS, teT (D.11)

YR o0 SPR L, <y UL Vji€lJR,s€S teT (D.12)
yj,st+y]5t—yjst VielR, seS teT (D.13)

where y ot yj’ + € {0,1}, and U}, , is a number large enough (e.g., process
Capamty)
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D.1.3 Fixed Duration Contract

Contract type ¢ = [ and three price-quantity schemes, [, for p € LC = T 5,
where the notation 7;,., means a subset of the ordered set T' containing all its

elements in between and including the m-th and n-th elements. For example,
if T'=1{1,2,3,4,5,6} C Z, then LC = Ty.5 = {1,2,3}.

COST,,, =l P+ S Y I ,Pr,., VjcIR seS teT

peLCo. |LC| t/GT

t'<t
t'>t—lp+1
(D.14)
P]lst P;,ls,t,t+ Z Z ]D]lz;tt/ \V/jGJR,SGS,tGT
pELCo o)  VET
<t
t'>t—lp+1
(D.15)
yjst ]stgpjlpstt’ épstU]lst VjEJR,SES,pELC,
tLt)eT, t' <t,
t'>t—1,+1
(D.16)
> Yler = Yhae VjcJR, s€S teT
peLC
(D.17)
e <1—yl, VjeJR, s€eS,

(p,p") € LC, (t,U') €T,
<t t'>t—1,+1
(D.18)
where yﬁ?s,t € {0,1}, for p € LC, and U], is a number large enough (e.g.,
process capacity).
D.2 Concavity of Sales Term when using Logit
Demand-Response Model

In this appendix, we show the following result: the function

f(d) = 515 [m <ﬁ3d_ d) - /34] d (D.19)

is concave if f5- 5 > 0 and 8, € R. This function arises in the sales term (sell-

ing price x sales) when using the logit demand-response model (see Table 6.2).

This is a univariate function, and its concavity can be verified by analyzing

the sign of its second derivative with respect to d evaluated at critical points.

Symbolic calculations were performed with Maple 18.01 (Maplesoft, 2014).
Setting the first derivative of f(d) with respect to d to zero yields

N A Y
f@‘&ll( i ) 54] BBy —d) "
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Solving the equation for d gives the single stationary point
14 (6*1*&)
= D5y ey

where W(-) is the Lambert W function (Corless et al., 1996) that satisfies the
following equation

*

W(z)eW® =z (D.20)
The second derivative of f(d) with respect to d is given by

B3

Fd) =~ 55—

which evaluated at d* yields

[1+w (6—1—64)}3
 BaBsW (e 175

If the relation in equation (D.21) is true, then the stationary point d* is a
maximizer of f(d), i.e., f(d) is concave. Let u = e~17% denote the argument
of the Lambert W function in equation (D.21). Note that u is non-negative
for 54 € R. From the definition of W(-) in equation (D.20), since the right-
hand side (u) and the exponential term in the left-hand side (e"™) are non-
negative, the first-term in the left-hand side (W (u)) must also be non-negative.
Consequently, the numerator [1 + W (u)]? is non-negative. Finally, the second
derivative in equation (D.21) is negative if 33 - 55 > 0.

D.3 Data for Example 1

The parameters for the stochastic production planning model (see Subsec-
tion 6.4.4) are given in the following tables. Example 1 considers only a single
site; therefore, in all tables below, s = S1. Inter-site transfer limits and costs
(FY and 7);s¢¢) are zero. All scenarios are assumed to have the same

o ol
J,8,8 5t

probability, i.e., m, = 0.1, k=1, ..., 10.

F(d*) = <0 (D.21)

Table D.1: Deterministic spot market price (%) [$/t].

j7s7t

Time Period
1 2 3 4 5 6
A 291 290 4.44 2.83 4.38 5.45

Raw Material

Table D.2: Operating cost (9;5¢) [$/t].

Time Period
1 2 3 4 5 6
P1 026 026 026 0.14 0.14 0.14
P2 0.16 0.16 0.16 0.13 0.13 0.13
P3 0.32 0.32 032 0.32 032 0.32

Process
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Table D.3: Inventory cost (&) [$/t].

Time Period
1-6
D 0.03

Product

Table D.4: Mass factor (j;s) [-]-

Process Material
A B C D
P1 0.83 —1.00
P2 095 —1.00
P3 1.11 —1.00

Table D.5: Production capacity (Q;s¢) [t].

Time Period

Process 1.6
P1 85
P2 35
P3 65

L

Table D.6: Lower (Upper) raw material availability (a;

and aj, ;) [t].

Raw Material Tlm(le Pgrlod

A 0 (60)

Table D.7: Upper bound on inventory (V5,) [t].

Time Period
1-6
D 6

Product

Table D.8: Purchase price under discount (‘d’) contract type (wfsc‘; for j = A)
[3/t].

Time Period Scheme (cs) Price
1-6 1 3.15
1-6 2 247
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Table D.9: Purchase threshold under discount (‘d’) contract type (o9, for

i=A) [t

Time Period Threshold
1-6 20

Table D.10: Purchase price under bulk discount (‘b’) contract type (wé’ft for
j=A) [3/t].

Time Period Scheme (cs) Price
1-6 1 3.06
1-6 2 2.38

Table D.11: Purchase threshold under bulk discount (‘b’) contract type (a?,,
for j = A) [t].

Time Period Threshold
1-6 40

Table D.12: Purchase price under fixed duration (‘I’) contract type (z/J;f’M for
J=A) [3/t].

Length (p) Time Period

1-6
1 3.40
2.04
3 1.70

Table D.13: Purchase threshold under fixed duration (‘I’) contract type (a;‘;’t
for j = A) [t].

Length (p) Time Period Threshold

1 1-6 )
2 1-6 25
3 1-6 30

Table D.14: Purchase spot price for the deterministic base case (af; for
j=A)[8/t.

Time Period
1 2 3 4 5 6
290 291 444 2.83 4.38 5.45
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Table D.15: Sales spot price for the deterministic base case (¢55°") [$/t].

Time Period
1 2 3 4 5 6
C 2.65 287 293 272 335 283
D 246 258 294 254 2.74 2.99

Product

Table D.16: Stochastic spot market price (ajpsofk for j = A) [$/t]. Simulated
values from an ARIMA(0,1,1)(0,1,0);2 time series model.

Time Scenario
Period 1 2 3 4 5 6 7 8 9 10
1 1.37 247 498 2.57 336 144 196 256 612 227
4.02 296 4.50 3.20 2.62 0.04 328 093 3.76 3.83
5.97 260 425 493 599 0.68 241 249 7.78 7.26
1.01 3.00 3.49 343 4.12 191 211 149 420 3.51
5.55 3.02 429 296 4.63 2.61 252 221 7.76 8.23
549 246 884 516 4.19 5.13 1.29 2.68 10.83 8.47

S O = W N

Appendix E Future Work: Data-Driven
Chance Constraints

In this appendix, we provide an initial sketch for extending the kernel-based
reformulation method for data-driven chance constraints (CCs) proposed in
Chapter 4.

We use the Method of Transformations (Casella & Berger, 2002) in order
to model CCs where the uncertain parameters may not only appear in the
right-hand side (RHS). The basic idea of the method can be summarized as
follows. Suppose that we have a random variable (r.v.) X, taking values in a
set S, and a function r from S into another set 7. Then Y = r(X) is a new
r.v. taking values in 7. Considering that the distribution of X is known, we
want to find the distribution of Y (see also http://www.math.uah.edu/stat/,
Exploratory Material 2 and Basic Topic 7, for a very good summary of the
topic).

E.1 Linear Chance Constraints

E.1.1 Scalar Random Variables

Let the original CC be P; {ax < ¢} > 1 — a, where a is a continuous r.v.,
x is a continuous decision variable (usually, non-negative), c¢ is a deterministic
parameter, and « is the risk level. Suppose that @ has probability density
function (PDF) f(a) and cumulative distribution function (CDF) F'(a). In this
case, we can apply a linear transformation by treating x as a “coefficient” of
the r.v. @ Introduce the r.v. b = dz with PDF ¢(b) and CDF G(b). Therefore,

226


http://www.math.uah.edu/stat/

vey  s61T  9LT  Lee— TL0 660— 00C  IveE 190 I1T0— a
6T'T— 060— O0F0— 990 040 980 LT0— LET— LT0— S8IT0— D
0T 6 8 L 9 G 4 € e I
OLIRUADQ wnpoid

‘[3/g] (13) sepow esuodsor-puewop jo yred o1pseyo01g :LT°( O[qR],
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the CC becomes P; l~)§ c} > 1 — «, which seems more tractable than the
original CC, since the new r.v. is not involved in nonlinear terms with decision
variables. To reformulate this new CC, we need to ultimately invoke the CDF
of b. By applying the Change of Variables formula, it can be shown that

o0 = (1) (1)

— m -
1
aoy = Zp() 2 top(t (E.2)
lz" \x/) |z \2
The term zF'(b/x) corresponds to the perspective of the CDF of the original

r.v., @. The reformulation of the new CC is given as follows (assuming that
the domain of all random variables (r.vs.) is the real line):

PE{BSC}Zl—a

/C g)db>1—-a

c 1 b
[t (5) w22
—oo | X
S A T
|z] Jooo” \ &
1
x x

The perspective of F'(-) poses some challenges. In addition to its nonlin-
earity, it is nondifferentiable at the point x = 0, which can cause numerical
difficulties when solving the optimization problem. An approximation of the
perspective of F(-) that avoids this complication is given by (Sawaya, 2006):

. —eF(0)(1 —x)

af(c)zul—@x+dF(@_§ﬁ+e)

Therefore, the reformulated CC is approximated as follows:

[(1—6)1:+6]F< >—6F(0)(1 —2) > |2](1 - @) (E.3)

(1—e)z+e

Note that, in situations where the original r.v., a, is non-negative, we have
that F(0) = 0, and the reformulation can be simplified as follows:

kaﬁ+dF< )zum—a> (E.4)

__c
(1—€)x+e
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For data-driven CCs, the true distribution is replaced by its estimate, and
the risk level is decreased as discussed in Section 4.3. Thus, the reformulated
data-driven versions of equations (E.3) and (E.4) are given by:

(1 =€)z + € F <(1—€)£IZ‘+€

) - F O 0) > ol(1 - )

(=t d F <<1—>+> > [zl(1 - o)

If the estimated distribution is obtained with kernel smoothing, the final forms
become:

[(1—e)m+€]ii;g<wh i>_eZ/C( ) (1—2) > |a|(1 - )
. (E.5)
[(1—e)x+e]i§;/€<w;ai> > |z)(1— o)) (E.6)

where n is the sample size, and ¢ = Further modeling is necessary

(176‘3334’6'
to avoid having the term |z| in the constraint (note: |z| = v2?).
E.1.2 Random Vectors

Consider the following linear CC
P; {dTa: < c} >1—« (E.7)

where a is a random vector, x is a vector of decision values, and ¢ and « are
as defined before. Define a new random vector b as

B: aTZL' = Z&jxj = ij (E8)

where m is the number of elements in the respective vectors. Thus, the original
CC becomes )
]P’~{b§c}21—oz (E.9)

The main result of the Method of Transformations for this case (sum of
I.VS. b], for j = 1,...,m) is that the PDF of b is the convolution of the joint
PDF for all Bj.

As an example, let us focus on the case where m = 2. Suppose the marginal
PDF and CDF of @; are f;(-) and Fj(-), and of b; are g;(-) and G,(-), for
j =1,2, respectively. Consider the CC

Paya, {@121 +G2x2 < c} >1—a
which is rewritten as

b162{61+b2<c}21—0¢
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The PDF of b = by + by, h(-), is given by the convolution of the joint PDF
(change of variables: by = b — by),

hb) = [ gua(brb—bi)db,

and its CDF is given by

H(b) = /_ boo h(Y) b/

b o
H(b) = LOO /700 g12(b1, b — by)dbydb

If we assume that b; and b are independent, then gl7g(bl, ba) = g1(b1)ga(b2),
and from the previous subsection (equation (E.1), since b; is the product of
r.v. a and a “coefficient” z),

95 (b)) ! i (bj> , j=12

] gy

Therefore, the CDF of the random vector b with independent elements becomes

o b o0 1 bl b — bl ’
H(b) = /m /m o (m) f2< - )dbldb (E.10)

The reformulation of the new CC (equation (E.9) with m = 2 and assuming
independent r.vs.) is given as follows:

c oo ] b b—0>
/ / LI U I L) dbydb > 1—a
—00 J—00 |CL’1ZL‘2| T )

1 0o c b_

/ fi L} / fa b\ ap db; > 1 -«

|[E11’2| —00 T —00 To

T 00 b c—>b
|$1;2|/_ fi (;) F2< x21>db121_a

The integral represents the convolution between the PDF of a; and the CDF
of @y with their respective arguments. For data-driven CCs, PDFs and CDFs
are replaced by their estimates. At this point, it is not clear how tractable
the final expression for the reformulated CC will be, even after including the
formulas for kernel smoothers.
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