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Abstract

This dissertation presents the statistical framework of Bayesian analysis of tree
models with various applications. Prior specification for such models and de-
velopment of algorithms for sampling from the posterior distributions are both
challenging problems. This thesis addresses each of these issues and extends the
Bayesian tree model in several ways, including data resampling (Dirichlet process
prior), random threshold in the splitting rules, and autoregressive processes for
modeling nonlinear structure in time series data. We also demonstrate various
numerical techniques to reduce computational burden.

This thesis is divided into two parts. The first part, including the first three
chapters, mainly describes the general framework of our Bayesian tree model.
Chapter 1 introduces the formal definition of binary tree models. Several key
aspects, including tree structure, splitting rules and leaf node distributions, are
discussed, setting the foundation for the discussion of prior specification and pos-
terior exploration.

Chapter 2 discusses the prior specification for tree models in detail. A Pinball
prior for the tree generating process is defined; this allows for the combination
of an explicit specification of a distribution for both the tree size and the tree
shape. Both the data-dependent and data-independent prior for splitting rules
are discussed. Comparisons are made with existing prior specifications.

Chapter 3 develops an efficient method for simulation from the posterior tree
model space. The core computational innovations involve a novel Metropolis—
Hastings method that can dramatically improve the convergence and mixing prop-

erties of MCMC methods for Bayesian tree analysis. Existing MCMC methods
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simulate Bayesian tree models using very local MCMC moves, proposing only
small changes. Our new Metropolis—Hastings move makes large changes in the
tree, but is at the same time local in that it leaves unchanged the partition of
observations into leaf nodes.

The second part of this thesis gives several examples. Chapter 4 presents a
synthetic data example, illustrating basic proposals and restructure proposal in
detail. By exploring this simple example, we illustrate the convergence of our
MCMC method. Chapter 5 provides a more complicated example. We present
exploratory tools to diagnose the convergence problem, make comparisons with
existing MCMC methods, and introduce an importance sampling method to re-
duce the computational burden in assessing prediction validity.

The remaining chapters present extensions of Bayesian tree models. Chapter
6 presents a resampling method inspired by a study in proteomics. A Dirichlet
process prior for resampling is introduced and discussed. Chapter 7 introduces the
idea and methods of random thresholds in tree models, leading to a novel class
of “smooth threshold” trees. Chapter 8 develops an autoregressive tree model,
aiming to model nonlinear structure in time series data, with some illuminating
examples.

Appendix A describes the implementation of Bayesian tree models and demon-

strates the usage of C++ code, developed as part of this research.



Contents

Abstract

List of Tables

List of Figures

Acknowledgements

1 CART Model Structure and Notation

1.1

1.2

1.3

14

1.5

Introduction . . . . . ...
1.1.1  Hlustrative example . . . . . . . .. .. ... .. ... ...
1.1.2  Greedy algorithm . . . . . .. ... ... ...
1.1.3  Cost-complexity for trees . . . . . . ... ... ... ...,
Binary tree: notations, node numbering and subtree . . . . . . . .
Splitting rules . . . . . . ..o
Recursive partitioning . . . . . . . . ... o000

Statistical model in leaves . . . . . . . . ...

2 Prior Model

2.1

2.2

2.3

Pinball prior for tree generation . . . . . . .. ... ... ... ..
Prior for splitting rules . . . . . . . ... ... oL
2.2.1 Prior for selection of splitting variables . . . . . . ... ..
2.2.2  Prior for splitting threshold . . . . .. .. ... ... ...
Prior for leaf parameters . . . . . . . . ... ... ...

2.3.1 Parameter priors for classification trees . . . . . . . .. ..

vi

iv

xi

11

13

14

17



2.3.2 Parameter priors for regression trees . . . . . ... .. ..
2.3.3 Parameter priors for survival trees . . . . . . .. ... .

2.4 DIScussion . . . . ...

Posterior Analysis

3.1 Metropolis-Hastings algorithm . . . . . . .. ... ... ... ...
3.2 Basicmoves . . . .. ...
3.2.1 Change proposal . . . . .. ... L
3.2.2  Grow/prune proposal . . . . .. ...
323 Swapproposal . . . ... ...
3.3 Restructure Moves . . . . . . ... L
3.3.1 The restructure proposal . . . . . .. ... ... ... ...
3.3.2  Variations of the restructure proposal . . . . . . . . .. ..
3.3.3 Restructure move vs basic moves . . . . . ... .. .. ..
3.4 Diagnosis . . . . ..o
3.5 Discussion . . . . ...

Example I: Synthetic Data

4.1 Data . . . . .
4.2 Analysis . . . ..
4.3 Comparison . . . . . . . . ...
4.4 DISCussion . . . . ...

Example 1I: Breast Cancer Data

5.1 Data description . . . . .. ..o

vil

37

38

40

40

42

45

46

47

52

54

o7

58

60

61

62

66

69

71



5.2  Exploratory data analysis . . . . . ... ... ... ...

5.3 Bayesian analysis . . . . .. ... oL
5.3.1 Model specification . . . . . .. ..o
5.3.2 Exploratory analysis of convergence . . . . . . . .. .. ..
5.3.3 Posterior inferences . . . . . .. ..o
5.3.4 Importance of the predictors . . . . . . . .. ... ... ..

5.4 Prediction and cross-validation . . . .. ... ... ...
54.1 Prediction . . . . .. ..o
5.4.2 Cross-validation . . . . . .. ... ... 0oL

5.5 Discussion . . . . ...

Example III: Proteomics Data and Resampling

6.1 Data description . . . . .. ..o Lo
6.2 Analysis . . . ...
6.3 Resampling . . . .. . ... . oo
6.4 Discussion . . . . . ...
Random Threshold
7.1 Tlustrative example . . . . . . . . ..o o0
7.1.1 Model specification . . . . . .. ... ... ... ... ...
7.1.2 Bayesian analysis . . . . . . .. . o oo
7.2  Tree models with random thresholds . . . . . . . ... .. .. ..
7.2.1 Model specification and posterior . . . . . . ... ... ..
7.2.2  Prediction and cross-validation . . . ... ... ... ...

viil



7.3 Simulated example . . . . ... oo

T4 DISCUuSSIONn . . . . . . .

8 AR Tree Models
8.1 Motivation . . . . . . ..
8.2 Model specification . . . . . . ...
8.3 Synthetic data analysis . . . . . . ... ... 0oL
84 Lynxdata . . . . .. ..

8.5 Extension . . . . . . .

A SimTree Manual
AT Classes . . . . . o
A1l Node . .. .. ..
A1.2 Model . . .. ..
A1.3 Proposal . . . .. ...
A.14 MCMC and diagnosis . . . . . . ... .. ... ... ...,

A2 Usage of SimTree . . . . . . . . .. ...
Bibliography

Biography

X

133

134

138

143

148

152

154

154

154

156

157

157

158

160

163



List of Tables

1.1 Summary of the GLM parameter estimates from the breast cancer

dataset. . . ..o 3
1.2 The number of trees for different sizes of the trees. . . . . . . . .. 8
1.3 The partition of Z in terms of partitions induced by subtrees . . . 14

2.1 B(i|7) for different i, where 3(-|m) is the one gives uniform distri-
bution over all trees of size m. . . . . . ... ..o 21

2.2 B(i|7) for different i, where 3(-|m) is used in pinball prior for p = 0.5. 23

3.1 Example data, with n = 12, used to illustrate the Metropolis—
Hastings proposals. . . . . . . . . .. ... L 40

5.1 Breast cancer data example: Correlations between predictors. . . 72

5.2 Breast cancer data example: Posterior pairwise and marginal (on
diagonal) model inclusion probabilities for the nine predictors. . . 84

6.1 The ten most frequently used predictors in the posterior tree sam-
ples given each of three responses: ER, HER2 and LNPOS. . . . . 102

A.1 A sample data input file. . . . . . ... 159



List of Figures

1.1

1.2

1.3

14

1.5

2.1

2.2

3.1

3.2

3.3

3.4

The fitted values of y by GLM. The red diamond points and the
green square points indicate malign and benign observations re-
spectively. . . ..o

Extreme example data. There are only four data points. The red
stars have the response value of 1 while the blue circle have the
response value of 2. . . . . . ...

A (recursively defined, binary) tree with unique numbering of nodes 10

An example tree with splitting rules and the induced regions in its
leaves. . . . . .

An example tree. The subsets in the leaves define a partition of the
full dataset . . . . . . ...

Four samples from the pinball prior with a(m) = 1+Pois(m—1; 15)
and G(i;m) =1+ Bin(i — 1;m —1,0.5). . . ... ... ... ...

The probability density function of the beta distributions for dif-
ferent parameters. . . . . .. .. ..o

Metropolis-Hastings algorithm for generating trees. . . . . . . ..

[Mlustration of the change proposal. The tree on the left is the
current one in the chain. The splitting rule in node 2 is changed
and the tree on the right is proposed. . . . . . . . .. .. ... ..

Change Proposal: pseudo-code for generating a potential new tree
in the change move. Notation from Chapter 1 is used. . . . . . . .

[lustration of grow/prune proposal. From the tree on the left to
the one on the right, it is a grow move. In the reverse direction, it
IS aprune Move. . . . . . . ..o e e

X1

13

14

22

31

38

41

42



3.5

3.6

3.7

3.8

3.9

3.10

3.11

3.12

4.1

4.2

4.3

Grow/Prune Proposal: pseudo-code for generating a potential new
tree in grow/prune move. Notation from Chapter 1 is used. . . . .

Hlustration of a swap proposal. The parent-child pair (0,1) of the
current tree in the left panel is chosen and swapped. The resulting
tree is shown in the right panel. . . . . . .. .. ...

pseudo-code for the swap move. . . . . . ... ... ... ... ..

[lustration of a restructure move with the constructed data set in
Table 3.1. Note that the figure continues on the next page. (a)
Current tree and the corresponding partition of observations into
leaves; (b) Possible splits for the root node; (¢) Choose the first
splitting rule and make the split; . . .. ... ... .. ... ...

(cont.) Restructure move: (d) Possible splits for node 1; (e) Choose
the splitting rule and make the split for node 1; (f) The candidate
tree proposed by the restructure move. . . . . ... ... ..

Restructure Proposal: pseudo-code for generating a potential new
tree, and the Draw'Tree function used. Notation from Chapter 1 is

pseudo-code for generating a potential new leaf configuration to be
used in the restructure proposal. . . . . . . .. ..o

An illustration of restructure move and basic moves. . . . . . . . .

Simulated data example: Partition of observations with respect to
x!, 2% and 2. The symbols used refer to the three regions defined
in equation (4.1). Cross: ! < 0.5 and z* < 0.5, circle: 2! < 0.5

and 22 > 0.5; plus: 2! >0.5. . . . ..

Two trees that are consistent with the three regions defined in
equation (4.1). The leaf nodes of each tree mark the region they
correspond to. . . . ...

The partition induced by the new tree after the swap proposal. . .

xii

44

46

47

48

49

55

56

o7

63

64



4.4

5.1

5.2

5.3

5.4

9.5

5.6

5.7

5.8

5.9

All the possible splitting rules for the root node of the tree shown
in the left panel of Figure 4.2 for the restructure move. . . . . . .

A tree produced by the greedy algorithm.. . . . . . . . ... ...

A tree with a smaller misclassification rate than the “greedy opti-
mal” tree in figure 5.1. . . . .. ..o

The Kolmogorov-Smirnov procedure for the simple example. The
computed p-values in the left panel and the right panel corresponds
to algorithm A and B respectively. . . . .. ... .. ... .. ..

Breast cancer data example: P-values of K-S statistics for samples
from algorithm with and without restructure move. . . . . . . ..

Breast cancer data example: Trace plots of log integrated likeli-
hood (upper row) and number of leaves (lower row) for ten runs
of the algorithm with the restructure proposal (right column) and
without the restructure proposal (left column). In each simulation
the algorithms is run for 1,000 iterations, of which only the last
500 are shown in the figure. The start of a new run is indicated by
a vertical dashed line. . . . . . . . ... o000

Breast cancer data example: Two trees chosen at random from the
posterior distribution. . . . . . . . ... L

Breast cancer data example: Left: Posterior for tree size m(T);
Center: Posterior for log integrated likelihood; Right: Summary
histogram of Malign/Benign mixing fraction. . . . . . . . . . . ..

Breast cancer example: Predictive probabilities for the 50% sam-
ple test-set held out to assess predictive accuracy of the tree model
fitted to the 50% training sample. The squares and diamonds rep-
resent subjects with benign and malign recurrence, respectively.

Breast cancer example: The results for leave-one-out cross-validation.

For each observation i, P(Y; = 1|y_;) is shown. The squares and
diamonds represent subjects with benign and malign recurrence,
respectively. The simple threshold at 0.5 is overlaid. . . . . . . ..

xiil

67

74

74

77

78

79

82

83

87



6.1

6.2

6.3

6.4

6.5

6.6

6.7

6.8

The mass spectra traces for patients with id 9 (blue sold lines) and

16 (red dashed lines). . . . . ... .. ... oo oL

The histrogram of tree size, log integrated likelihood and log pos-
terior prbability of the posterior tree samples. The upper, middle
and lower panels represents the results for ER, HER2, and LNPOS
respectively. . . ..o Lo

The mass spectra traces for patients with id 9 (blue solid lines) and
16 (red dashed lines). Only the part between 81 and 93 is shown.

The predicted probability P(Y; = 1|y_;) in leave-one-out cross-
validation. The dashed line indicates the threshold, which is the
number of positive values in each data set over the total number of
non-missing values in this analysis. . . . .. .. ... .. .. ...

The boxplot of predicted values for ER response grouped by the
patient id. The upper panel and the middle panel display the
predicted probabilities for ER positive patients and ER negative
patients respectively. The lower panel displays the predicted prob-
abilities for ER missing. . . . . .. .. ... 0oL

A randomly picked tree sample from the posterior tree samples
given the data with ER response. . . . . .. .. .. ... ... ..

The boxplot of predicted values for HER2 response grouped by
the patient id. The upper panel and the middle panel display the
predicted probabilities for HER2 positive patients and HER2 neg-
ative patients respectively. The lower panel displays the predicted
probabilities for HER2 missing. . . . . . . ... ... .. .. ...

The boxplot of predicted values for LNPOS response grouped by
the patient id. The upper panel and the middle panel display the
predicted probabilities for LNPOS positive patients and LNPOS
negative patients respectively. The lower panel displays the pre-
dicted probabilities for LNPOS missing. . . . ... ... .. ...

X1v

99

101

103

104

106

108

109



6.9

7.1

7.2

7.3

7.4

7.5

7.6

7.7

7.8

8.1

8.2

8.3

8.4

8.5

The boxplot of predicted values in leave-one-out cross-validation
analysis for ER response grouped by the patient ID. The upper
panel and the lower panel display the predicted probabilities for
ER positive patients and ER negative patients respectively. . . . . 115

[ustrative example. Left panel: the mean value of y given x is
disjointed. Right: the mean value of y given x is continuous and

smooth. . . . . .. 119
The expected mean of y given « for different 2. . . . . . . . .. 121
The histograms of posterior samples of 7, g and po. . . . . . .. 123

The predicted mean of y, shown as the red solid line. The blue
dashed line is the expected mean level from the model. . . . . . . 123

The tree structure for simulating the data. . . . .. .. .. ... 128
The data generated from the model specified in equation (7.18). . 129

The posterior mean of each sample. The left panel corresponds
to the tree model with random thresholds. The right panel corre-
sponds to the regular tree model. . . . . . . . ... 130

Tree samples. The left panel corresponds to the tree model with
random threshold. The right panel corresponds to the regular tree
model. . . ... 131

An ART example. AR1, AR2 and AR3 in the leaf node stand for
AR(k; 6y), AR(k; 03), and AR(k; 03) respectively. . . . . .. . .. 139

A simulated data from TAR model . . . . . . . . ... ... ... 143
A simulation of 200 samples from model specified in equation (8.25) 145
The scatter plot of 3;_1 vs y;. Nonlinearity is observed. . . . . . . 145

The scatter plot of y;_5 vs y;. No obvious thresholding can be seen
from this scatter plot. . . . . . . . .. ..o 146

XV



8.6

8.7

8.8

8.9

8.10 The posterior histograms of tree size and log integrated likelihood.

Two posterior tree samples. These are visited with almost equal
probability. . . . ...

The histogram of the log integrated likelihood with the one from
the true model indicated. . . . . . . . .. ... oo

The log number of the Canadian lynx trappings for the period 1821
to 1934, . L

The scatter plot of y; versus y; ;. The rising period and falling
period are marked with red circle and blue cross respectively. . . .

8.11 Two tree samples . . . . . . .. . .. ..o

A.1 The class hierarchy in the implementation of SimTree. . . . . . . .

XVvi

147

148

149

150

151



Acknowledgements

I would like to acknowledge with gratitude my friends and colleagues at ISDS who
have helped and supported me over the past few years. My primary thanks go
to my advisor, Prof. Mike West, for his constant support and motivating encour-
agement during the development of this research and throughout my graduate
school experience. It has been a privilege and a honor to learn about statistics
and science by working with him. His enthusiasm for and commitment to research
work set a strong example that I hope to follow.

I would like to thank Hakon Tjelmeland for his important role as a collaborator
in the early stage of this research. I am grateful for the careful revision of the
thesis carried out by the committee members: Sayan Mukherjee, Feng Liang and
Hakon Tjelmeland and the proofreading through the thesis by Satkartar Kinney.

Thanks to my fabulous fiancee (wife soon) Fei for her endless support, love
and enthusiasm. This dissertation would not have been possible without her
encouragement.

Special thanks to my family. Your every word from the other side of the globe

has been my greatest support.

XVil



Chapter 1

CART Model Structure and Notation

Tree models partition the predictor space into sub-regions in which the distribu-
tion of the response variable is more homogeneous. When the linear assumption
does not hold, the expected mean level of the response may be a highly non-linear
function of the covariates. Tree models aim to reduce the complexity by approx-
imating that function locally in each sub-region. In each sub-region, a simple
distribution (Normal, Bernoulli, etc.) is assumed for the observations belonging
to this region.

As discussed in Breiman et al. (1984), we do not claim that tree models are
always better than other regression methods. But tree models do give an interest-
ing and illuminating way to look at the data. In this chapter, we will first study
a breast cancer dataset with generalized linear models. The linear relationship
between the logit of expected mean of the response and the covariate is question-
able. From there, we introduce the idea of tree models. The classical method of
tree finding and its weakness are discussed.

The formal definition of a binary tree is introduced along with the notation
for the numbering, subtree, and recursive partitioning. Tree modeling is a very

1



flexible method, partly due to various distribution specifications in the leaf node.
Different leaf node distributions are reviewed in this chapter, including normal dis-
tribution (regression tree), binomial distribution (classification tree) and Weibull
distribution (survival tree). We also introduce new tree models in later chapters,

including tree models with random thresholds and the Autoregressive tree models.

1.1 Introduction
1.1.1 Illustrative example

In this section, we attempt to analyze the breast cancer dataset used in Chipman
et al. (1998) using a generalized linear model. The data will be revisited and
studied in detail using our Bayesian tree model in Chapter 5. The data set has
nine predictors and one binary response, indicating benign (0) and malign (1). A

generalized linear model with logit as the link function is used:

9
logit(E(Y;)) = B+ Z B; Xij (1.1)
j=1
forv=1,2,...,n. We run the function glm in R to obtain the estimates for the

parameters. Results are displayed in Table 1.1. At the 0.1 significance level, this
model indicates that the predictors xs, x3, x5 and g9 are not significant; however,
this may not be true. If we take a look at the observations with x5 < 0.25
and x2 > 0.25, we find that the responses in the first set are mostly 0 (12 out
of 418 are 1) and the responses the second set are mostly 1 (38 out of 265 are
0). This indicates x5 has great predictive power in distinguishing between the
benign and malign state. So the assumption that logit(E(y)) is a linear function

of x1,x9,..., 19 may be questionable.



Call:
glm(formula = Y ~ x1 + x2 + x3 + x4 + x5 + x6 + x7 + x8 + x9,
family = binomial)

Coefficients:
Estimate Std. Error z value Pr(>|z]|)

(Intercept) -10.1039 1.1749 -8.600 < 2e-16 **x
x1 5.3501 1.4202 3.767 0.000165 **x
x2 -0.0628 2.0908 -0.030 0.976039

x3 3.2271 2.3060 1.399 0.161688

x4 3.3064 1.2345 2.678 0.007400 **
x5 0.9664 1.5659 0.617 0.537159

x6 3.8302 0.9384 4.082 4.47e-05 *x*xx
x7 4.4719 1.7138 2.609 0.009073 **
x8 2.1303 1.1287 1.887 0.059115 .
x9 5.3484 3.2877 1.627 0.103788
Signif. codes: O ’*%x’ 0.001 ’*x’ 0.01 ’%’ 0.05 *.” 0.1’ > 1

(Dispersion parameter for binomial family taken to be 1)
Null deviance: 884.35 on 682 degrees of freedom
Residual deviance: 102.89 on 673 degrees of freedom

AIC: 122.89

Number of Fisher Scoring iterations: 8

Table 1.1: Summary of the GLM parameter estimates from the breast cancer
dataset.
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Figure 1.1: The fitted values of y by GLM. The red diamond points and the
green square points indicate malign and benign observations respectively.

Further, Figure 1.1 displays the fitted values of y using GLM. The malign and
benign observations are marked with red diamonds and green squares respectively.
There are 11 red diamonds below the 0.5 threshold and 10 green squares above
the 0.5 threshold. Therefore we have 21/683 = 0.031 misclassified observations.
Can we do better by relaxing the linear assumption? We will give the answer in
Chapter 5 after our Bayesian tree model is introduced.

Generally, when the linear model is not appropriate as in this breast cancer

example, we may want to use a non-linear model:

E(y) = f(z1,29,...,2p) (1.2)

where f() is non-linear function. There are different choices for f, such as non-
parametric regression, neural network or tree models. A tree model recursively
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partitions the predictor space into sub-regions in which the distribution of y is
more homogeneous. The partition is defined by splitting rules. We choose to

study tree models for the following reasons:

e Logical statement and interpretable rules. A tree model is very easy to
understand. One only need to browse from the top node to the bottom. At
each visited node, answer the question (splitting rule) and then go to the
directed child node. The meaning of each splitting rule is therefore straight
forward. For example, one may encounter questions such as, “Is the cell size
greater than 0.247”, and, “Is the marginal adhesion greater than 0.37”, in

order to determine if the tumor is malign or benign.

e (lear indication of important predictors. By looking at the results from
tree model analysis, it is easy to determine the important predictors. For
example, a predictor that is used in the splitting rule at the top node may be
more informative than the other predictors. A predictor that is used more

than once may also be very important.

e Correlated structure between predictors. A correlation structure that is

hierarchically defined can be well visualized by tree model.

1.1.2 Greedy algorithm

In classical methods, a cost function is first defined for the tree in order to do
model selection. Some examples of the cost function include the residual sum of
squares for regression trees and deviance for classification trees. Then a set of trees
are evaluated and the one with the lowest cost is selected. Each tree corresponds

to a partition of the predictor space, so in the classic method one starts with the

5



whole predictor space, which corresponds to the single node tree, and then uses
the recursive partitioning algorithm to find a good tree.
Suppose now we want to find a regression tree for a dataset with n observations

and each observation has p predictors. The partitioning algorithm is as follows:

1. Consider all partitions that split one region into two regions where the di-

vision is made at one of the predictors.
2. Compute the residual sum of square (RSS) for the new partitions.
3. Choose the partition that minimize the RSS.

4. Sub-partition the partitions recursively until the decrease in RSS is no more

than some pre-specified value e.

At each step, the partition that minimizes the cost function is chosen; however,
this choice is not necessarily the optimal solution. Hence this procedure is called
the “greedy” algorithm.

While the choice of € is not clear, this algorithm may stop too quickly as
discussed by Faraway (2005). An example is given in Figure 1.2. The red star
and the blue circle points are draws from N(uq,1) and N(ps, 1) respectively. It
is easy to show that if the difference between u; and po is much greater than 1
(variance), the decrease in the cost function by any split on just one predictor is
very small. A better fit can be achieved only by making the splits on both x; and
2o. Therefore, the greedy algorithm may stop immediately with one single node
and fail to find the partition that is defined by the lines z; = 0 and x5 = 0, which
is the optimal solution.

One could enumerate and evaluate all the possible trees in order to find the
optimal solution; however, this is feasible only in the case of very small trees. Let
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Figure 1.2: Extreme example data. There are only four data points. The red

stars have the response value of 1 while the blue circle have the response value of
2.

C(i) denote the total number of possible trees, ignoring the difference in splitting
rules, with ¢ terminal nodes (the size of tree). Table 1.2 shows the values of C(7)
for different values of 7. The formal definitions of splitting rules, size of tree and
the tree will be introduced in Section 1.2. We can see that the number of trees
given the size grows very quickly. Actually the number of trees is an increasing
function in the tree size with, if not faster than, an exponential rate of growth.

First, we notice that C(n) = 3.7-'C(i) - C(n — i). Then we have:

Cn) = Y17 C(i)-C(n—1)
> C(1)-C(n—1)+C(n—1)-C(1) (1.3)
= 2C(n—1)

for every n > 1. Noting that C(2) = C(1) = 1, we have C(n) > 2"~! for every
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n > 1. Furthermore, for each tree there are many choices of splitting rules for

each node, so it is infeasible to enumerate all the trees.

?

C(1)

Table 1.2: The number of trees for different sizes of the trees.

1.1.3 Cost-complexity for trees

Most cost functions, e.g. residual sum of squares for regression tree, are decreasing
functions of the size of the tree. There will be overfitting is there if no restriction
on the size of tree. Cross validation can be used to assess the prediction validity;
however, there may be too many trees to choose from and cross validation would

be too expensive. Pruning can be used to reduce the set of trees to be considered.

Usually a cost-complexity function for the tree is defined as:
CC(Tree) = fit of the tree + A - size of the tree. (1.4)

Large A encourages small trees and vice versa. In the greedy algorithm, a large tree

will be grown and then pruned back according to the cost-complexity function.
In the Bayesian tree model, which will be formally defined and discussed in

later sections, an analogy to the cost-complexity function is the negative log pos-

terior probability, which is:
—log(Posterior probability) = constant — log(Likelihood) — log(Prior).  (1.5)

The log likelihood function is similar to the fit at the nodes. The prior for the
tree includes the prior for the size and the shape of the tree. Usually we specify a
prior for the tree so that a simple tree model is encouraged, i.e. extremely large
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(complicated) trees should have relatively low prior probabilities. This is more
flexible by choosing appropriate prior. Not only the size but also the shape of the

tree are under control according to our prior preference.

1.2 Binary tree: notations, node numbering and

subtree

In this section, we introduce the notation that will be used to describe the tree
models and the numbering of nodes. The example tree in Figure 1.3 illustrates
the unique numbering of nodes, from the root (0) to the set of terminal nodes
(or leaves). Each internal node (non-terminal) u in a tree has two children, a left
child and a right child. We let [(u) and r(u) denote the left and right child of

node u, respectively. Then
l(u) =2u+1and r(u) = 2u + 2. (1.6)

Except for the root, u = 0, all nodes has exactly one parent node and one sister

node. The parent node of u is
U
p(u) = {5—‘ — 1 for u > 1, (1.7)

where [z] is the smallest integer larger or equal to z. The sister node of u > 1 is

{ uw+1 if v is odd,
s(u) =

u—1 if uis even.

(1.8)

Each node belongs to a certain level, or floor, in the tree: the root node is at level

0; each node w is in level

fu) = [logy(u+1)], (1.9)
9



Figure 1.3: A (recursively defined, binary) tree with unique numbering of nodes

where |z | is the largest integer smaller or equal to x.

Letting N = {0, 1,2, ...}, we can now give a formal definition of a finite binary

tree. For a set A we let |A| denote the number of elements in A.

Definition 1. A set T C N is a (finite) binary tree if (i) |T| < oo, (i4) 0 € T,
and (i) for any uw € T'\ {0} also p(u), s(u) € T.

We let 7 denote the set of all possible finite binary trees. The nodes in T € 7
are naturally divided into two groups, the internal nodes and the terminal nodes

or leaves. We denote the two subsets of nodes by a(T") and b(T'), respectively, i.e.,
a(T)={ueT|l(u) e T} and b(T) =T \ o(T). (1.10)

We let m(T") = |b(T)| denote the number of leaves in T'. Notice that |T| is the
number of elements in 7', which is different from the number of leaves in 7. In
this thesis, the size of tree T refers to m(7).

For any tree T', the subtree from node u € T is just the tree from (inclusively)

u on downward to the leaves of T' below u, which we denote by

Su(T) = {v|v +u2'™ € T}. (1.11)
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We sometimes write m,,(7) for the number of leaves in the subtree from w, i.e.
mu(T) = m(S,(T)). Evidently, So(T) =T and mo(T") = m(T).

For the example tree shown in Figure 1.3, we have T' = {0, 1,2, 3,4,5,6,9, 10},
a(T) = {0,1,2,4}, and b(T) = {3,5,6,9,10}. The subtree of node 1 is S1(T") =
{0,1,2,5,6}.

1.3 Splitting rules

We let ) denote the space over which the response variable is defined. We are
interested in using a tree model to predict variable y € ) based on a set of can-
didate covariates (or predictor variables) = (z!,...,z?). With sample spaces
¥/ € X; we have x € X = Xy x ... X X,. A tree partitions X into regions by

assigning a splitting rule to each internal node of a binary tree 7. An internal

node u € a(7) will be split as follows:

e Choose a predictor variable index kr(u) € P = {1,...,p} and a splitting

threshold for that variable 7p(u) € Xy, (w);

e Variables (y,x) are assigned to the left child I(u) of u if 2F7™ < 7p(u),

otherwise to the right child r(u).

The left panel in Figure 1.4 displays an example tree with splitting rules in its
internal nodes. Note that some of the predictor variables may be categorical.
In this case, the splitting threshold (or more accurately, splitting set) becomes
7r(w) C Xy and the variable (y,x) are assigned to the left child /(u) of u if
k1) € 71(u), otherwise to the right child r(u). In the following text if the split-

ting variable is categorical, we still write the splitting rules as “z*7(® < 7p(u)”,
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which actually means #*7() € 7r(u). There are only a finite number of splitting
sets for a categorical splitting variable. In contrast, there are an infinite number
of splitting thresholds for the continuous predictor variable, in which case we al-
low the splitting threshold, 77(,), to take any value, including unobserved values;
in contrast, Chipman et al. (1998) restrict 7r(,) at the observed values of z*7().
Such assignment of splitting rules will depend on Aj,.(,). This dependence and
its potential advantages was discussed by Buntine (1992). Another explanation of
data-dependent priors based on the Dirichlet process will be discussed in Section
2.2.2 when we specify the prior for the splitting threshold.

The splitting rules defined above are said to be deterministic because in each
internal node, variables (y,x) are assigned either to the left or to the right ac-
cording to the specified values. An alternative to deterministic splitting rules are
random splitting rules, where (y, ) are assigned the child nodes randomly. This
will be discussed in Chapter 7.

Writing T = (T, kr, 77), where kr = {kr(u),u € a(T)} and 77 = {7r(u),u €
a(T)}, recursively induces regions Rt(u) to each node u € T', where

X if u=0,
Rr(u) =< Rr(p(u)) N{z € X|z*r® < 7p(u)}  if u odd, (1.12)
Rr(p(u))N{z € X|z**™ > 70(u)}  if u > 0 and even.
In particular, the regions in the leaves { Rt(u),u € b(T")} are disjoint and form a
partition of X. The right panel in Figure 1.4 displays the regions in the leaves of
the tree in the left panel.

Corresponding to the definition of subtrees S,(7") above, we let S,(kr) and

S.(T71) denote the splitting variables and splitting thresholds in the subtree S, (7).

More precisely, for u € T we have S,(kr) = {ks, (1) (v) : ks,(r)(v) = kp(v +
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Regions

0 0.2 0.4 0.6 0.8 1
x1

Figure 1.4: An example tree with splitting rules and the induced regions in its
leaves.

u2/®)) v € a(S,(T))} and S, (T7) = {75, (V) : T, () (v) = Tr(v + w2/ ™)), v €
a(Su(T))}. For T = (T, kr,77) and u € T we will also use the notation S,(T) =
(5u(T), Sulkr), Su(Tr))-

1.4 Recursive partitioning

Suppose we have observations (y;, «;), i € Z, where Z denotes the index set
{1,...,n}. The tree model specification (above) recursively partitions the data,
assigning subsets of Z to each node corresponding to the regions Ry(u) defined
above. Starting with the full data set at the root, N7(0,Z) = Z, the subset at
any node u is N7(u,Z) = {i € Z|x; € Rt(u)}. The subsets in the leaves define
a partition of the full data set, denoted by L1(Z) = {N7(u),u € b(T)}. One
may express the partition of Z in terms of partitions induced by subtrees. As an
example, for the tree in Figure 1.5 we list the partition of Z in Table 1.3. This
notation will be helpful for illustrating the changes in the leaves when describing

the proposals in Chapter 3.
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Subtree S, (T) | Partition of the full data set Lg,1)(N7(u,Z))
T T11,2,31,14,5,61,{7,8,97, {10, 11, 12}}
S1(T) {{1,2,3},{4,5,6}}

Sa(T) {{7,8,9},{10,11,12}}
Ss(T)

S4(T)

{{1,2,3}}
{{4,5,6}}

Table 1.3: The partition of Z in terms of partitions induced by subtrees

X1<0.52
e //M\\\
e - ‘\\\
/// k\\\
~

A
~

N

[ese] [es)

Figure 1.5: An example tree. The subsets in the leaves define a partition of the
full data set

1.5 Statistical model in leaves

We focus on tree models in which the subset of y outcomes in any leaf u is viewed
as a random sample from a distribution with density ¢(:|6,) (Chipman et al.,
1998). Key examples that will be discussed in later chapters are normal and

Bernoulli distributions for y.

Let {y}. denote all the outcomes that belong to node u, where w is a leaf node
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in b(T'). In the case of Bernoulli distributions, we assume

B 1 w.p. pg,
y—{ 0 wp. 1—py,, (1.13)

for every y € {y},. In the case of normal distributions, we assume
Y~ N(py,0?) (1.14)

for every y € {y},. These two specifications indicate that the parameters defining
the distributions differ across leaves. This allows us to specify the prior for the

leaves parameters independently across leaves. A variation is to assume
Y~ N, 0?) (1.15)

for every y € {y},. This differs from equation (1.14) that we assume a single
variance parameter for all the possible leaves in the tree. This specification is im-
portant when we consider the Autoregressive Tree model, which will be discussed
in Chapter 8. Aside from this application, we restrict attention to random sample
models within leaves in the remaining chapters in this thesis, although the new

tree priors and MCMC innovations are applicable more generally.

Another key example is the Weibull distribution for y. In this case, we assume
y ~ Weibull(av,, 8,) (1.16)

for every y € {y},, where «, and 3, are the shape parameter and scale param-
eter respectively. The density of the Weibull distribution is defined as f(y) =
aBy®~le ", When the survival data is right-censored, there are two types of
data. If y; is censored (¢; = 1), it means at time y; the corresponding subject is
still alive. If y; is observed (¢; = 0), y; is the death time of the corresponding
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subject. Define a function S(y;) = P(Y > yila, ) = / f(y)dy = e P Thus
Yi

the likelihood function is given by

L(aua ﬁ’lﬂ {y7 C}“? )
= ]I (=) +5SEe)
SN D) (1.17)
= qnnegnTne H yj?‘fleiﬁ LjentwD Y5
je,/\/'-r(u,l—)&c]':()

where n. = > jeN+(u,z) G 18 the number of censored observations in leaf node u
and n = |Nt(u,Z)| is the total number of observations in leaf node u, including
both censored and observed data.

In the above models, the terminal node distribution of Y does not depend
on x, which is mainly for constructing the partition. One further extension is
to define the conditional distribution of Y given « in each terminal node. Such

specification enriches the model structure in the terminal node. For example, as

an extension to equation (1.14) we can assume
ylz ~ N(xBy,02) (1.18)

for every {y,x} € {y,x},, where {y,x}, denotes all the observations belonging
to terminal node u. Such treed models are discussed in Chipman et al. (2002);
they can be used to describe a wider range of distributions. A special example,
Autoregressive tree models, will be discussed in Chapter 8, where y is time series

data and in each leaf node we regress the current value of y on the past values of

Y.
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Chapter 2

Prior Model

For a complicated tree model T = {T, ks, 77}, as specified in Chapter 1, model
selection is a challenge. Even considering only the tree structures without splitting
rules in the internal nodes, the number of trees increases rapidly with the size of
tree, as discussed in Section 1.1. Therefore it is difficult to enumerate and evaluate
all the tree models so as to find the “best” model. For example, suppose the data
has n observations and each observation has p predictors. Even if we restrict our
interest to all the trees with size of 5, there are 14 possible trees to choose from.
For each tree, we need to specify four splitting rules. In the limited case that all
splitting thresholds are restricted to the observed values, there are (n—2)p different
splitting rules that can be used in each internal node, resulting in about 56(n—2)p
trees to be evaluated. Furthermore, not every tree will be equivalently favored.
A very large tree leads to overfitting, while a very small tree, in the extreme case
a single node tree, does not have much predictive power. Therefore, instead of
listing all possible trees, we specify a prior distribution for T = {T, k7, 77}. Then
we will explore the posterior distribution of the tree model given the data. The

prior specification can reflect our prior belief on tree size, tree shape, the choice
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of splitting rules, and the leaf node distribution.

A closed form prior specification is not very feasible, so we define a tree gen-

erating process described as follows:

1. Tree structure. Tree structure refers to the binary tree as defined in Section
1.2. This includes the size of the tree and the shape of the tree, which could
be balanced or skewed. Other than that, tree structure alone does not define

any partition.

2. Splitting rules. In step 1, tree structure defines internal nodes and terminal
nodes. In each internal node, we need to specify a splitting rule. Then the

partition of the predictor space is defined.

3. Leaf node distribution. Step 1 and step 2 define a partition of the predictor
space. In each sub-region, a distribution is specified in association with the

leaf.

In short, we define the “skeleton” of the tree first and then fill in splitting rules
so as to define the partition. This is different from the tree generating process
in Bayesian CART discussed in Chipman et al. (1998) and Denison et al. (1998).
Chipman et al. (1998) starts with a single node tree and then at each leaf node
makes a split with some probability. This is repeated until no split is made. In this
case, the size of tree depends on the choice of the splitting probability. Further-
more, a more sophisticated splitting probability, depending on the depth (level)
of the node, is introduced for controlling the tree shape. However, how the tree
shape, balanced or skewed, depends on that splitting probability is obscure, being
defined implicitly by the construction rather than explicitly. Denison et al. (1998)
claims that the tree shape (topology) is unimportant. Trees with the same size
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are considered to be from the same “class”. This specification does not consider
the hierarchically dependent structure of splitting rules when splitting rules are
filled in the tree. In our model, the prior distribution is specified hierarchically so
that the prior for each component in the tree model is clear. Furthermore, as we
will see in Chapter 3, this prior specification makes it easier to design proposals

in the Metropolis-Hastings algorithm.

2.1 Pinball prior for tree generation

The tree structure is determined by two factors: the size of the tree (the number of
terminal nodes) and the shape of the tree (the structure of nodes). Denison et al.
(1998) specified a prior on the number of leaves, and then a uniform prior over
trees with that number of leaves because trees with the same size are considered
to come from the same “class”. Note that this gives high prior probability to
unbalanced trees. Chipman et al. (1998) defined a tree-generating process where
the prior on the number of nodes and the shape of the tree is implicit, but make
it relatively difficult to incorporate a prior on the number of leaves. We would
like a prior distribution that can well control the size and the shape of the tree.
The novel pinball prior here overcomes this and extends both earlier approaches.
It is implemented by first specifying the size of the tree and then, given the size,
specifying the tree layout (balanced or skewed).

The construction is simple and intuitive: the prior generates a number of
terminal leaves m(7'), and then these leaves are cascaded down from the root
node, randomly splitting into left /right nodes at any node, according to a defined
probability distribution at that node until they define individual leaves - the leaves

fall down the tree as pinballs. This process is formally described as follows:
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e Specify a prior density for tree size (number of terminal nodes) m(T) ~

a(m(T)) with support on a subset of {1,2,---}.

e Noting mo(T) = m(T'), recall that m,(T) is the number of leaves in the
subtree S, (7") below node u. At this node, these leaves are distributed to
either the left or the right according to some prior. Take B(myw)(T)|m.(T'))
as a prior density governing the generation of this split, where m(,)(T') is the
number of leaves, of the current total m,(T"), sent to the left child node I(u),
the remainder going to 7(u). Note that the support of 3(m)(1")|m. (1)) is
on{1,2,---,m,(T)— 1} so that both the left child node and the right child
node has at least one leaf. Therefore the process ends when m, (7)) = 1 at

node w.

Then a full specification for 7" is given by

m(T) = a(my(T)) H B(muy(T)|my(T)) for T €T (2.1)
uca(T)

An obvious candidate for the prior distribution of tree size is a Poisson with
restriction that tree size is not 0, say m(7") = 1 + Pois(\) for specified A\. Prac-
tically, A is specified according to some prior knowledge on the problem and/or
the size of data. An alternative candidate is a discrete uniform distribution on
{1,2,-++, Njao } for some N,,q,. The size of tree cannot be larger than the size
of data; therefore, we can specify a sufficient large N,,q., e.g. the number of

observations in the data.

Different choices are possible for function ((ilm). Recall that C(i) denotes

C(i)-C(m—i)

the number of possible tree structures with i leaves. Taking [(i|m) = o)

gives the uniform distribution over all trees of size m adopted in Denison et al.
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i 1 2 3 4 5 6
A7) [ 034 0.09 0.07 0.07 0.09 0.34

Table 2.1: 3(:|7) for different i, where 3(-|m) is the one gives uniform distribution
over all trees of size m.

(1998) and in Chipman et al. (1998) as the one of the prior choices for splitting
probability. Except for very small tree sizes, the number of unbalanced trees of a
given size is much larger than the number of balanced trees of the same size, so this
choice of ((i|m) assigns a high prior probability to unbalanced trees. Table 2.1
shows the values of ((i|m) for different values of ¢ when m is 7. The probability
of generating an unbalanced tree (3(1|7) is about five times the probability of
generating a balanced tree 3(3]7). A natural alternative is a uniform distribution
for 3(ilm), ie. B(ilm) = 5 for i = 1,---,m — 1, or B(ilm) = $[Bin(i —
I;m —2,p) 4+ Bin(i — 1;m — 2,1 — p)|, where Bin(+; n,p) denotes the binomial
mass function with parameters n and p, where p is specified so as to represent
the prior knowledge on the shape of the tree. With p = 1/2, the latter gives a
balanced tree with high probability, whereas with p close to zero, the unbalanced
trees get higher prior probabilities. When this prior is used, we call the prior for
this tree generating process a pinball prior. Each leaf falling down as a pinball
has 1/2 probability of going to the left child node independently. So the number
of pinballs sent to the left child node, assuming there is at least one, follows a

truncated binomial distribution. Table 2.2 shows the case when p = 1/2.

Simulation from this symmetric prior is direct from its definition: see examples
in Figure 2.1. Note that asymmetric prior could be used to encourage trees that

are more skewed in overall shape.
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Figure 2.1: Four samples from the pinball prior with a(m) = 1+ Pois(m —1; 15)
and ((i;m) =14 Bin(i — 1;m — 1,0.5).
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0 1 2 3 4 ) 6
B(¢]7) | 0.03 0.16 0.31 0.31 0.16 0.03

Table 2.2: 3(i|7) for different i, where ((-|m) is used in pinball prior for p = 0.5.

2.2 Prior for splitting rules

In Section 2.1, we specified the prior for the tree structure. Given the tree struc-
ture, we need to specify splitting rules to each internal node so as to define a
partition in the predictor space. For each internal node, we will first specify the
prior for selection of the splitting variable, and then, given the selected splitting

variable, we specify the prior for the splitting threshold.

2.2.1 Prior for selection of splitting variables

A simple approach to specify the prior for selection of splitting variables is to
assume each k;(u) is independently generated from a fixed discrete distribution
over the p predictor variables and then choose variable z* with probability v(7),
1 € P. Thus

m(kr|T) = H v(kr(u)). (2.2)

uea(T)

The independence between priors for each internal node can simplify the computa-
tion of the acceptance probability in Metropolis-Hastings algorithm. Furthermore,
this specification can also help circumvent Reversible Jump MCMC (Green, 1995)
in the case that the new splitting rules in the proposal are sampled from the prior,
as discussed in Chapter 3. Note that the same predictor may be used as a splitting
variable in several internal nodes.

A common choice of 7(+) is the probability mass function of the discrete uni-
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form distribution. Alternatively, higher prior weight can be assigned to predictors
that are thought to be more important. For this purpose, the correlation between
predictors in the data can be used to specify 7(:). A more sophisticated way of
specifying ~y(+) is to redistribute the prior weight dynamically depending on the
splitting variables in “ancestor nodes”, assuming that the splitting rules are filled
in top-down order. For example, higher prior weight can be assigned to predictors
that have been already used in an ancestor node, which reflects the belief that
the predictors in ancestor nodes have some explaining power and we would like to
continue exploring their explanatory ability rather than randomly selecting one
of the other unknown predictors. The ancestor nodes of any node u are all the

nodes from which the subtree contains u. Let A,(T") denote such a set. Formally
AJT) = {vjue S,(T),veT}. (2.3)

For example, for the tree shown in Figure 1.3, Aq(7") = {0,1,4} and A5(T) =
{0,2}. Given the ancestor set, v(-) for the current node u depends on A,(7T"). And

therefore this probability is no longer independent of the others and is denoted as

fYAu(T) (/{ZT (u)) Thus

w(kr|T) = [ vaum (er(w). (2.4)
)

uca(T

The dependence in prior specification for the selection of splitting variables can
be used to give preference to some “important” predictors in choosing the split-
ting variable. This variable selection idea is discussed in Chipman et al. (1998),
where they choose to put more mass on variables already used in the ancestor set.
However, the use of i*" predictor should be restricted if it has been used for quite
a few times so that the other predictors can be visited as well. The introduction
of ancestor sets makes it possible to incorporate this restriction.
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One obvious drawback of such prior specification is the complex computa-
tion. If a splitting rule in the top level node (close to the root node) of the tree
is changed, all the prior probabilities associated with the nodes in the subtree
need to be updated. Obviously, this increases the computation time significantly.

Furthermore, this specification requires the use of the reversible jump MCMC.

2.2.2 Prior for splitting threshold

There are two different types of splitting variables: categorical and continuous.
Different prior distributions are specified for these two cases.

When the chosen splitting variable (kr(u)) in node u is a categorical variable,
the splitting threshold 77(u) (more precisely, splitting set) is a subset of the space
Xkr(u)- As discussed in Section 1.3, the splitting rule is written as “pkru) <
mr(u)”, indicating that "7 € 77(u). There are a total of 2X*r@! — 2 possible
splitting rules, where |x, ()| denotes the number of possible outcomes of splitting
variable kr(u). A natural choice for the prior distribution of such splitting rules
is the discrete uniform distribution, that is, each possible subset is chosen with
probability 1/(2Xkrel —2).

When the chosen splitting variable (kr(u)) is continuous, there are two ways
to choose the values for the splitting threshold. In the first approach, some grid
points, e.g. quantiles, within the range of the predictor are chosen as the possible
splitting thresholds (Chipman et al., 1998; Denison et al., 1998). In the second
approach, this restriction is relaxed by allowing the splitting threshold to take any
value from the space X (u)-

If the size of a tree is greater than the number of observations, the posterior

probability of such tree, as discussed in Chapter 3, is 0, so there are only a
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finite number of trees (without considering splitting rules) with positive posterior
probability. In the first approach when our interest is restricted to finite possible
splitting rules, the number of trees in the state space to be explored is finite as
well. Therefore, when new splitting rules are proposed in the Metropolis-Hastings
algorithm, the proposal can be considered as a transition from one state to the
other in a finite tree space. Then there is no dimensional change in the parameter
and reversible jump MCMC can be avoided. While this prior specification relies
on the data, however, it can be interpreted as an approximation to the distribution
of 77(u) given the underlying unknown distribution of 2" Fy_ .

Suppose we observe X *r(w) = {xlfT(u), ng(u), o

)} for the splitting vari-
able kr(u) in node u. These r values are random samples from an unknown

distribution F*7(")(.). We assume a Dirichlet process prior on F*r(®)(.)
F ~ D(aFy) (2.5)

where D(aF}) denotes a Dirichlet process with parameter aFy. Then the posterior

distribution of F*7(® given X*7() is also a Dirichlet process
p(FF | XHF W) o D(aFy+ Y 6 irw). (2.6)
=1’
Therefore a data-dependent prior for the splitting threshold 7 (u) can be explained

as

prrl X7 = [ p(rn )| ) dp e i) .
~ p(rr(u)| F47)
where F} is (aFOJrZ 0 _kr)/(e+7), just the empirical CDF for Xk as o goes
=1 7

to 0. Therefore the data-dependent prior is an approximation to p(ry(u)|F*r®)
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and p(7r(u)|F* ™) is used when it is hard to find a data-independent prior
p(rr(u)|[FFr).

In the case that the splitting threshold can take any value from y*7® given
that the splitting variable kr(u) is chosen for node u, the support of the prior
distribution for this splitting threshold must contain xY*7*). We denote its density
function as 6y, () (7). Usually, X" varies greatly with kp(u), so the data are pre-
processed so that there exists a x such that y*7(®) C y and the prior distribution
for the splitting threshold is defined on x. For this purpose, there are two natural

choices. The first one is

A ).
T = — - 2.
T R (2.8)

for i =1,2,...,p, where a',b" € x' such that 2’ is within [0, 1]. Given the data,
we can simply take @' = max(X?) and b = min(X"). In this case a uniform
distribution on [0, 1] is specified as the prior for the splitting threshold.

Another way to pre-process the data is

A — (2.9)
sd(X7)

for i = 1,2,...,p, where X and sd(X?) are the mean and the standard devia-
tion estimated from the data. A normal distribution with mean 0 and standard
deviation 1 is a natural choice for the prior.

In our tree model there are two parameters kr(u) and 7r(u) associated with
each internal node. So adding or deleting nodes in the tree will lead to a change
in the number of splitting rules and hence the dimension of parameters. Green
(1995) designed a reversible jump MCMC algorithm for such situation. We will

discuss this problem in detail in Section 3.2.
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Usually we take 7r(u) to be conditionally independent. Thus the prior for

splitting thresholds given the selection of splitting variables is

m(rr|T kr) = [ Orww(rr(w). (2.10)
u€a(T)

As in the selection of splitting variables, this conditional independence simplifies
the computation of the acceptance probability in the Metropolis-Hastings algo-
rithm. Similarly, we can also specify the prior distribution for splitting threshold
conditional on the ancestor nodes. In some cases this can reduce the computa-
tional cost. For example, if a categorical predictor is already used in one of the
ancestor nodes, then the size of the possible splitting rules will be reduced when
we consider the splitting rules with this predictor. This is because some splitting
rules will lead to an empty node. Thus we do not need to consider these “invalid”
splitting rules and a discrete uniform distribution over all the “valid” splitting
sets is used instead. Conditioning on the ancestor nodes, the size of these “valid”

splitting rules is usually small.

2.3 Prior for leaf parameters

Denote the observed response data as y = {y;}7,. We note that, given T and
0, the likelihood function depends on T only through the induced partition of
observations to the leaves, L1(Z). If we assume that the leaf parameters are
independent of each other across leaves, e.g. equations (1.13), (1.14), (1.16) and

(1.18), then the data within leaves are independent random samples.

flor. Ty = ] f{y}u6..T) (2.11)

ueb(T)
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where {y}, denotes all the outcomes that belong to node u and 6, is the cor-
responding parameters. If the observations across leaves share some common

parameter as in equation (1.15), we have

Fl6r, T) = ] f{y}.6.,6,T) (2.12)

ueb(T)
where 6 is the common parameter shared by the leaves. Our focus is to explore the
space of the tree model, more specifically the induced partition of observations.

In other words, we are interested in 7(T|y), which is

r(Tly) / F(yIT, 00)7 (0] T)x(T)d6;
— (T / J(yIT.00)7(07|T)d0r
)

(2.13)

In exploring the space of the tree model, we do not need to specify the leaf
parameters explicitly. The leaf parameters are specified after the partition is

formed. Therefore we only need to compute the implied marginal likelihood

f(ylT) = / f(y|6r, T)(67)d6r. (2.14)

In the case that the leaf parameters are independent of each other across leaves,
the computation of the marginal likelihood is reduced to the multiplication of the

marginal likelihoods in each leaf

fm = T fdyhm). (2.15)

ueb(T)

However, in the case of equation (2.12), we do not have such separation of the
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marginal likelihood across leaves. Instead we have

foim) = [ I f(iw).le.T)ao (2.16)
ueb(T)
which brings in more complexities in leave-one-out cross validation, as discussed

in Chapter 5 and Chapter 7.

In most cases, we assume that the prior p(6,) is such that we can analytically
compute the implied marginal likelihood, yielding the overall marginal likelihood
via tree structures, so the analytical form of the marginal likelihood is available.
In the case that there is no conjugate prior, we need numerical approximation of

the implied marginal likelihood.

2.3.1 Parameter priors for classification trees

For the leaf distribution specified in equation (1.13), a natural choice for the prior

is the beta distribution
pu ~ Beta(a, b) (2.17)

where a and b are the pre-specified hyperparameters. Under this prior, the

marginal likelihood for leaf node u is given by

Yooyt an,— Y )?/j+b>

JENT(u,T) JENT(U,T

B(a,b)

d
fHyhT) = (2.18)

where B(-,-) is the beta function, Nt(u,Z) is all the observations in leaf node u,

and n, = |[N7(u,Z)| is the number of observations in leaf node u. Therefore the
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Probability Density Function (Beta)
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---a=1, b=1
——a=0.01, b=0.01
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x
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X

Figure 2.2: The probability density function of the beta distributions for different
parameters.

overall marginal likelihood is

fy|T)
= [ rdwhm

uen(T) (2.19)
B H B<ZjENT(u,I) yj ta,n, — ZjeNT(u,I) yj +b)
B B(a,b) '

ueb(T)

Without any prior knowledge on p, we can choose a = 1 and b = 1. In this case
the beta prior in equation (2.17) is uniformly distributed. Alternatively, we can
assign small values for both a and b to give prior preference to “clean” leaf nodes.
Figure 2.2 displays the probability density function of the Beta distribution for
(@ =5b=25), (a =1,b=1)and (a = 0.01,b = 0.01). The red solid line,
corresponding to (a = 0.01,b = 0.01), assigns most of the probability mass to

small p and large p.
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It is easy to show that for a given tree, the overall marginal likelihood f(y|T)
will be larger if the distributions of {y}, at each node are more homogeneous. If
the outcome has more than two possible values, a Dirichlet prior is used and the

computation of overall marginal likelihood is similar.

2.3.2 Parameter priors for regression trees

For the leaf distribution specified in equation (1.14), we choose the inverse gamma

distribution as the prior for ¢2 and normal distribution as the prior for p, given

2
o, namely

palo? ~ N(po, 0%fn),
o2~ 1G(a, ) 220

u

where g, n, @ and (§ are pre-specified hyperparameters. A random variable z

following a IG(«, [3) is defined by its density function

1 1 a1

f(z) = Wxaﬂem’ x> 0. (2.21)

Under this prior, the marginal likelihood for leaf node u is given by

fHytT) = (\/z—w)n Fﬁogﬁn_f)\/E(B%)wnu (2.22)

b0+ X5 e N (1) Y5)?
. 9 i ' 2 _ JENT (u,T) 1
B, _ M 2 jeNs(uD) y]2 nutn +5 (2.23)

where

Then the overall marginal likelihood is just the multiplication of f({y}.|T) over
all the leaf nodes. We can use the observed y to guide the choice of the hyperpa-
rameters (fo,n, a, 3). For example, we may want to choose a small n so that the

prior for p, is flat.
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For the distribution specified in equation (1.15), the prior for (j,,0?) is given

by

NU|02 ~ N(M()vo-z/n)?
o’ ~ 1G(a, B).

Under this prior, for each leaf node u we can compute

f{y}ule® T)

<n“O+ZjGNT(“vI) yj)2

n 1 U+ eNT (u,T) Y] nutn
fd ( )n“ei 202
Ny + N /2mo2

Therefore the overall marginal likelihood is

flT) = / T /(w}alo® Tm(o?)do?

ueb(T)

= @ (%)Arml)ﬁa I G)

ueb(T)

where
Ty
A= > (a+ o +1) -1
ueb(T)
and
(npo+y w ')2
1 G+ Y jenpu) Y~ et
B = B + Z 92
ueb(T)

Note that f(y|T) # I f({y}ulT).

ueb(T)

2.3.3 Parameter priors for survival trees

(2.24)

(2.25)

(2.26)

(2.27)

(2.28)

If the leaf distribution is Weibull as specified in equation (1.16), no conjugate

prior is available. We have to compute the marginal likelihood approximately for
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some prior. The prior we use is

ﬁu|au ~ P(aa b)7

@~ Unif(L,U), (2.29)

where L and U represent prior knowledge on the lower bound and the upper bound
of ay, and a and b are pre-specified hyper-parameters. Generally (a,b) cannot be
arbitrarily determined. We know that, given (v, 3,), the median survival time

m satisfies
Bum® = log2 (2.30)

Therefore the choice of (a,b) should change with «, so that the median survival
time from the prior will be consistent with the data. Suppose from observing the
data we have prior “guesses” on the median survival time as (my,mo, ..., my).

For each imaginary “observation” on the survival time m;, we want f(/3,|a,)

Qay

Bue 757 50 that the prior mean of 3, satisfies E(By|a)mi™ = log 2. With the
_ﬁ Zi:C:I m?u

k guesses (my,ma,...,my), we want f(B3,|a,) o< fFe " 1ez . Therefore an

k aq

appropriate choice for (a,b) is a = k and b = Zingﬂi

Under this prior, we can compute f({y, c},|a,, T) analytically

F{y, ctulow, T)
| T b L(n —ne +aa)wn _ (2.31)
FENT(u,T)&c;=0 P(a) (b + EjENT(u,I) Y; )rne

The further marginalization /f({y, chulaw, T) f(cw|T)de, can not be computed

analytically. Instead we will compute the integral approximately by Riemann

summation. Suppose (aq,ag, ..., ay) are K uniform grid points from [L, U]. The
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Riemann sum
Z F{ys chulay, T) flog| T)A (2.32)

Jj=1

is an approximation to the integral /f({y,c}u|au,T)f(ozu|T)dozu, where A =

(U - L)/K.

2.4 Discussion

In this chapter, we discussed the prior selections for tree model T = {T, ky, 7}
at length. This is the foundation of our Bayesian tree model. The pinball prior for
tree generation allows us to represent our preference for tree size and tree shape.
This prior does not involve the specification of the splitting rules. This feature
is key to the design of the innovative Restructure proposal, to be introduced in
Chapter 3. Moreover, the basic proposals, introduced by Chipman et al. (1998)
and Denison et al. (1998), also benefit from this pinball prior as the computation
cost can be greatly reduced.

We also discussed the choice of prior for splitting rules. We will use the inde-
pendent prior for both the choice of splitting variable and the splitting threshold;
this has the advantage of simplifying the calculation of acceptance probabilities
in the Metropolis-Hastings algorithm. Further, we also propose other prior speci-
fications. At each level, the prior for the choice of splitting variable and splitting
threshold depends on the status of the ancestor nodes. The advantage of this
prior specification is discussed. We do not cover the comparison of these two
prior specifications, which is an area for future research. Using the Dirichlet pro-
cess prior, we interpret one special choice of the prior for splitting threshold, where
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the splitting threshold only takes values from some grid points from the data.

In the last part of this chapter, we argue that the likelihood function depends
on T only through the induced partition of observations to the leaves. In this
case, we do not need to specify the leaf node parameters explicitly. This feature
reduces the size of the tree model and makes it easier to design the proposals in
the Metropolis-Hastings algorithm in Chapter 3.

With the well-defined prior for tree model and the Metropolis Algorithm in
Chapter 3, we will be able to explore the posterior distribution. Several examples

will be studied in later chapters.
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Chapter 3

Posterior Analysis

With the prior 7(T) = 7(T)n(kr|T)n(77|T, k) defined in Chapter 2, we have

the posterior on tree model space given by

m(Tly) o< x(T) f(y[T), (3.1)

In this specification, there is no restriction on the number of data points in the
leaf. In this case, a tree with an empty leaf might be sampled. Such trees are
not desirable in terms of computation and inference. A technical point is that we
actually need to restrict the choice to trees with non-empty leaves; more generally,
we may decide to require a minimum of say, h data points in leaf, and thus we

aim to sample from

#(Tly) ocn(Tly) ] 1INT(w.T)] = h). (3-2)

ueb(T)

In the following text, if not otherwise explicitly stated we use 7(T|y) to denote
the posterior on the tree model space with the restriction (h = 1) to simplify the

notation.
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If we further restrict the splitting threshold on some discrete values, there will
be only a finite number of trees of interest since any tree with the size greater
than the number of observation has a posterior probability of 0. However, even
though in this special case the number of trees is finite, there will be too many
trees to evaluate, as discussed in Chapter 1 and Chapter 2, and therefore a direct
sampling is not feasible. For such huge spaces, a Metropolis-Hastings algorithm

is used to explore the posterior tree space.

3.1 Metropolis-Hastings algorithm

For an arbitrary tree T, a chain (T") is generated using the Metropolis-Hastings
algorithm. A conditional density ¢(y|z), the support of which is larger than our
objective density 7(T|y), is then defined. Under mild conditions, such algorithms,
as described in Figure 3.1, produce a chain with limiting distribution 7 (T|y).
Thus, for a large enough n, T™ is considered to have distribution from 7(T|y). In

practice we usually generate dependent samples T™, T4 Tn+2d  for some d.

Metropolis-Hastings Algorithm
Starting from TV, iteratively simulate from T to T**! by
Generate T' ~ ¢(T'|T?)
Take T = T’ with probability p(T% T') and T*" = T? otherwise

iy [T (MY) (T
where p(T*, T’) = min {W(Tl|y) ST 1}.

End.

Figure 3.1: Metropolis-Hastings algorithm for generating trees.

Note that the normalizing constant is not needed to calculate the acceptance
probability p(T?, T’). To implement this algorithm, we need to specify the con-

ditional density proposal ¢(T'|T). The Metropolis-Hastings methods in Chipman
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et al. (1998) and Denison et al. (1998) are quite similar and form our starting
points. These two key articles also share the same honest conclusion: their MCMC
methods, based on “local moves” around the tree space, are extraordinarily slow
to converge. They recommend restarts of the MCMC algorithm combined with
ad-hoc weighting of the generated trees. Because the calculation of the weights is
not clear, inferences based on model averaging does not seem appropriate. Our
major contribution here is to introduce novel MCMC moves that seem to solve
the convergence problem, without restarts or weighting of the realizations. All
trees (after convergence) should be assigned the same weight for model averaging.
Moreover, if the distribution has multiple modes, the probability mass contained
in a specific mode can be easily estimated by the fraction of time that the Markov

chain spends in the mode.

Our MCMC method uses four Metropolis-Hastings proposals, namely “change”,
“grow /prune”, “swap” and “(radical) restructure”. The first three proposals are
those of Chipman et al. (1998) and Denison et al. (1998). In the notation, we use
primes to indicate proposal/potential new values so that, for example, T and T’
are the current and the proposed/candidate new trees, respectively. At each step,
one of the four proposals is used with some probability. For example, the three
basic moves may be chosen with probability 0.33 respectively and the restructure
move may be chosen with probability 0.01. Alternatively, one can take one itera-
tion to mean a series of basic moves and restructure moves, for example, 50 change
moves, 50 grow/prune moves, 50 swap moves and 1 restructure move. In this text,
we use the latter approach since it is easier to compare between algorithms with

restructure move and without restructure move.

To illustrate these four proposals, we construct a data set as shown in Table 3.1.
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Obs 1 2 3 4 ) 6
z'10.00 0.10 0.20 0.30 0.40 0.50
221 0.10 0.30 0.40 048 0.56 0.57

Obs 7 8 9 10 11 12
x1 [ 0.55 0.60 0.65 0.70 0.80 0.90
21 0.00 0.20 0.40 0.60 0.80 1.00

Table 3.1: Example data, with n = 12, used to illustrate the Metropolis—Hastings
proposals.

There are twelve observations and two predictors in this dataset. Both predictors

are continuous variables. The proposals are described as follows:

3.2 Basic moves

The three basic moves, namely “change”, “grow/prune” and “swap”, propose a
small change to the tree structure and/or the splitting rules, and thus are called

local moves.

3.2.1 Change proposal

For the dataset in Table 3.1, an illustration of the move is shown in Figure 3.2.
The tree in the left panel is the current one. The splitting rule X, < 0.5 in node
u = 2 is chosen to be changed. The proposed new splitting rule is Xy < 0.3. As
a result, the 9th observation is moved to leaf L4. Note that this change proposal
does not change the tree structure or other splitting rules. So in the case that
the new splitting rule is drawn independently of the other splitting rules in the
tree and the independent prior for splitting rules is used, the calculation of the
posterior probability ratio involves only the change in the likelihood and in the

prior probability associated with the chosen splitting rule. The calculation can
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then be much simplified, as

N . W(T"y) Q(T‘T/)
p(T,T') = min T N
- {0 )
TWIT)a k() T)(r )]k, T) o(TT)

It is easy to see that the change move is reversible. In practice, we usually choose

- . . q(T'T)
q(T’|T") to be symmetric so that the ratio ——= =
q(T'[T%)
X1<0 52 X1<0 52
2<0 45 2<0 5 2<0 45 2<0
/ \ / \ / \ / \
N\ / \ \ / \
// N y \ ) / N y N
/ N\ / N\ / \ / \
// \ // \ / \\ / \\
// \\ ,// \\ / / \\ // \\
a2y | wzwese |mosy|  [wooun| [wazs | 2wess [wes|  [wonun)

Figure 3.2: Illustration of the change proposal. The tree on the left is the current
one in the chain. The splitting rule in node 2 is changed and the tree on the right
is proposed.

Figure 3.3 contains pseudo-code for the change proposal mechanism. In propos-
ing the new splitting variable and the corresponding splitting rule, we usually draw

them from the prior. In most cases, the independent prior for splitting rules is

used.
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Function ProposeChange(T,Z)
Set T =T.
Draw u from a uniform distribution on a(7").
Draw k7 (u) from ~(-).
Draw 77+ (u) from &y, ) (+)-
Set kg (v) = kr(v) and 7/ (v) = 7p(v) for v € a(T) \ {u}.
Return T’
End.

Figure 3.3: Change Proposal: pseudo-code for generating a potential new tree
in the change move. Notation from Chapter 1 is used.

3.2.2 Grow/prune proposal

Grow /prune proposals propose to split a randomly selected leaf into two, or to
prune the tree by merging two randomly selected sibling leaves. For the con-
structed data set shown in Table 3.1, an illustration of the move is shown in
Figure 3.4. If we propose a grow/prune move, we will perform a grow move with
probability 0.5 and a prune move otherwise. For example, suppose the tree shown
in the left panel of Figure 3.4 is the current one. If we decide to perform a grow
move, one of the leaf nodes will be chosen. In this example, L3 is chosen and we
assign a new splitting rule Xy < 0.5 to this node. This node is thus split into
two leaf nodes and itself becomes an internal node. The leaf L3, which contains
observations (7,8,9,10, 11, 12), is then split into two, resulting new leaf nodes L3
and L4, which contains observations (7,8,9) and (10, 11, 12) respectively. Noting
that this grow move proposes a new splitting rule as well as a change in the tree
structure, the calculation of the posterior probability ratio involves not only a
change in the likelihood and splitting rules but also a change in tree structure.
However, in grow moves the change in likelihood involves only the chosen leaf in

the current tree. The calculation of acceptance probability can be simplified since
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X1<0.52 X1<0.52

X2<0.45 13:(789101112) X2<0.45

/ \ / \\ / \

(wur] [wesd [moe]

Figure 3.4: Ilustration of grow/prune proposal. From the tree on the left to the
one on the right, it is a grow move. In the reverse direction, it is a prune move.

the likelihood of the other leaves remains unchanged.

o(T.T)
(ATl e |
w(Tly) o(TT)
{0 T o) 0 b T oT1T).
TR (w) Ty (7 ()1 T) o)’

(3.4)
It is easy to see that grow and prune moves are each reversible and comple-
mentary. For example, if the tree shown in the right panel of Figure 3.4 is the
current tree, one of the possible new trees after prune move is the one shown in
the left panel. The calculation of the acceptance probability is similar to equation
(3.4). Figure 3.5 gives pseudo-code for a grow/prune move. Similar to the change
move, the new splitting rule is usually drawn from the prior.
In the case that all the splitting thresholds for the corresponding splitting

variables are restricted to the grid points from the data, there will be only a finite
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Function ProposeGrowPrune(T,Z)
With probability 31 (mo(T) > 1) set L.
If ([pow = 1)

Draw u from a uniform distribution on b(7).
Set T" =T U {l(u),r(u)}.
Draw kg (u) from ~(-).
Draw 77+ (u) from &y, u)(+)-
Set kp/(v) = kr(v) and 77/ (v) = 7r(v) for each v € a(T).
Else
Draw u from a uniform distribution on the set {u € a(T")|l(u),
r(u) € b(T)}.
Set 7" =T\ {l(u),r(u)}.
Set kp/(v) = kr(v) and 77/ (v) = 7r(v) for each v € a(T").
End.
Return T'.
End.

=0, else set 1., = 1.

grow

Figure 3.5: Grow/Prune Proposal: pseudo-code for generating a potential new
tree in grow/prune move. Notation from Chapter 1 is used.

number of trees in the posterior space, as mentioned in Section 2.2.2. In this
case, the grow/prune proposal (and other proposals) just move the chain in a
finite discrete space. However, in the case that the splitting threshold can take
any value and the prior distribution for the splitting threshold is continuous, the
dimension of the parameters is changed when the grow/prune move is proposed.
Thus the grow/prune proposal is a reversible jump type of move. Green (1995)
shows that the appropriate acceptance probability for such move should be

oT’
aT

m(Ty) ¢(TIT)
m(Tly) o(T'|T)

p(T.T) = min{

,1} (3.5)

The only difference between equation (3.5) and (3.4) is the Jacobian; however, as
we propose the new splitting variables and splitting thresholds independently of

the other splitting rules, the associated Jacobian will always equal unity. This is
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true even a dependent prior for splitting rules is used, so in the following analysis,

we will simply refer to equation (3.4) instead of equation (3.5).

3.2.3 Swap proposal

The swap move proposes to swap the splitting rules in a randomly selected parent-
child pair that are both internal nodes. For the constructed data shown in table
3.1, an illustration of a swap move is shown in Figure 3.6. The left panel shows the
current tree. In this tree, the possible parent-child pairs to be selected are (0, 1)
and (0,2). Suppose (0,1) is chosen and thus the splitting rules associated with
node 0 and 1 are swapped. As a result, the leaf node L2, L3 and L4 have been
changed. More generally, after the swap move proposed to the parent-child pair
(u,l(u)) or (u,r(u)), all the leaf node Lg, r)y(N7(u,Z)) will be changed. Therefore
the calculation of the acceptance probability usually involves a big change in the
likelihood if the chosen parent node is in the upper level. But the swap move just
swaps the splitting rules in the chosen parent-child pair and does not change the
tree structure and the splitting rules. Therefore when the independent priors for
splitting rules are used, the swap move does not change the prior ratio and the
posterior ratio can be simplified to the likelihood ratio. The acceptance probability

18

(e a(TT)
ATT = i ey o) 56
S 1 Y '

F(y[T) o(TTT)

However, if the dependent prior for splitting rules is used, the prior probability
is changed when the splitting rules are swapped. In this case, the calculation of

prior ratio cannot be simplified and the prior probability for the splitting rules in
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X1<0 52 Xz<0 45

VAN

2<04 2<05 1<05 2<05

,/\ /'\ /\ /'\

w2y [wesd [oss]  [woond [wa]  [@oe [se]  essonn]

Figure 3.6: Illustration of a swap proposal. The parent-child pair (0,1) of the
current tree in the left panel is chosen and swapped. The resulting tree is shown
in the right panel.

S.(T) need to be evaluated.

A swap move is reversible to itself. Figure 3.7 contains the pseudo-code for the
swap proposal mechanism. Out of all the possible parent-child pairs, we choose
one of them uniformly. Note that the resulting new tree after the swap proposal
could have an empty leaf. For example, if the parent-child pair (0,2) in the tree
displayed in the right panel of Figure 3.6 is chosen to be swapped, that is, the
splitting rules 22 < 0.45 and 2% < 0.5 are swapped, the right child of node 2 in

the new tree is an empty leaf node. In this case, we just keep the current tree.

3.3 Restructure Moves

From Section 3.2, we can see that the three basic moves only change the tree model
(T = (T, Kk, 7)) locally and thus change the partition of observations into leaves.

In the huge tree space, one should expect there are many “good” trees with high
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Function ProposeSwap(T,7)
Set 7" =T.
Draw (uq,uz) from a uniform distribution on a(7")
that (up,us) is a parent-child pair.
Set kr/(uy) = kr(usz), and 77/ (uy) = 7r(us).
Set kr/(ug) = kr(uy), and 77/ (us) = 7r(uy).
Set kr/(v) = kr(v) and 7/ (v) = 7p(v) for v € a(T) \ {uy, us}.
Return T’
End.

Figure 3.7: pseudo-code for the swap move.

probabilities. Using only basic moves, it may take a long time for the MCMC
methods to move from one such good tree to the others. The restructure move
is a new proposal which aims to propose large changes in T = (T, k, T) without
changing the number of leaves nor the partition of observations into leaves. In

this section we introduce the restructure move and its variations.

3.3.1 The restructure proposal

An illustration of the restructure move is shown in Figure 3.8 and Figure 3.9 for
the constructed data shown in Table 3.1. Suppose the tree shown in Figure 3.8(a)
is the current one. Then the restructure proposal for this tree consists of the

following steps:

1. For the tree model T shown in Figure 3.8(a), we first find the corresponding
partition of observations into leaves, £1(Z). Then the tree model T will be

discarded and a new tree model T' = (7", k', 7') with the same partition

L1(Z) = L1/(Z) will be proposed;

2. In order to propose a candidate T’, we first identify all the possible pairs of
splitting variables and splitting thresholds for node 0. We require that there
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L4 X X X L4 X X
L3 X X X L3 |x
L2 X X X L2
L1 [x x % L1
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x1 X2

X2<0.58

‘Ll: (123), L24:/(’4 56), L3: (7 89) ‘
(c)

Figure 3.8: Illustration of a restructure move with the constructed data set in
Table 3.1. Note that the figure continues on the next page. (a) Current tree and
the corresponding partition of observations into leaves; (b) Possible splits for the
root node; (c¢) Choose the first splitting rule and make the split;
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L2 X X X L2 X X
L1 X X X L1 X X X:
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be at least one leaf in each of the two subtrees S;(7”) and Sy (7") of node 0. In
Figure 3.8(b) all the possible intervals for 7/(0) for £’(0) = 1 and for £'(0) = 2
are shaded. Three possible intervals exist for £(0) = 1, and two intervals
for k'(0) = 2. They are 7(0) € (0.2,0.3) U (0.5,0.55) U (0.65,0.75) when 2
is chosen and 7/(0) € (0.4,0.5) U (0.57,0.60) when z* is chosen. We propose
values for (k'(0),7'(0)) by first sampling one of the five possible intervals
uniformly at random and thereby generating a value for 7/(0) uniformly at
random within the chosen interval. For example, if the interval (0.57,0.60)
corresponding to 2% is chosen, we therefore set &'(0) = 2. By proposing new
splitting threshold 7/(0), say 0.58, we find the new splitting rule 2% < 0.58

for node 0 of the new tree.

. After the splitting rule is proposed, T’ is partly specified by (k'(0),7(0)),
Ls,(1)(Z) and Lg,1)(Z), as shown in Figure 3.8(c). More specifically, the
splitting rule 2? < 0.58 produces L, (1(Z) = {{1,2,3,},{4,5,6},{7,8,9}}
and Lg,(Z) = {{10,11,12}}. The right subtree Sy(T’) now contains only
one leaf Lg,t(Z) (L4 in the figure). By the restriction that there is at
least one leaf in the subtree, the subtree from this node has been completely

specified and no further split will be made for this node.

. The left subtree S;(T’) contains three leaves and is split into two subtrees,
Ls,1)(Z) and Lg,(1(Z), by repeating the process just described. Figure
3.9(d) shows the possible intervals for 7/(1) for £'(1) = 1 and £'(1) = 2. We
again follow the sampling method described in step 2 and a possible result
is shown in Figure 3.9(e). In Figure 3.9(e), the splitting rule z! < 0.52 is

set for node 1 and thereby the right subtree Sy(T’) is completely specified.
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Thus T" is now partially specified by {(k'(u),7'(u)),u = 1,2}, Lg,1)(Z),
£53(-|—/)(I) and £S4(T’)<I>-

5. The subtree S5(T’) still contains more than one leaf and must therefore
be split into two subtrees by repeating the above process once more. The
possible intervals for 7/(3) are identified (this step is not shown in Figure

3.9) and used to produce values for (k'(3),7(3)).

6. The resulting completely specified T’ is shown in Figure 3.9(f).

Notice that the new tree shown in Figure 3.9(f) has the same leaf configuration
as in the old tree shown in Figure 3.8(a) after restructure proposal, but the tree
structure and the splitting rules are much different. Because the leaf configuration
remains unchanged, the likelihood will be the same, that is, f(y|T) = f(y|T).
Therefore in calculating the posterior ratio, we only need to compute the prior

ratio, which generally is easy to compute.

Therefore the calculation of the acceptance probability can be simplified to

o (T (T
p(T, T = . 1}

= min

(3.7)

Note that with the above proposal procedure there is a unique way to generate
T’ from T, and a corresponding unique way to propose T from T’. Computation
of the associated proposal probability ¢(T’|T), and the probability ¢(T|T’) for the
corresponding reverse move, follows directly from the generating procedure. The
proposal probability ¢(T’|T) is a product with two factors associated with each

internal node of T’; correspondingly, ¢(T|T’) has two factors for each internal node
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of T. The first factor comes from drawing an interval and is one divided by the
number of possible intervals. The second factor, associated with drawing a value

for 7/(u), is one divided by the length of the allowed interval.

Figure 3.10 gives the pseudo-code for the proposal mechanism. Note that in
the process of splitting Ls,1)(Z) into Ls,, (1)(Z) and Ls, , (1)(Z) there is a risk
that no possible values exist for the pair (k’(u), 7'(w)). If this happens in any of the
splits we just set T' = T, i.e. keep the tree unchanged and increment the iteration
variable by one. One should note that even if the tree is kept unchanged in this
case, it is essential to count it as an iteration of the Metropolis—Hastings algorithm;
otherwise, it would be necessary to compute the probability, by simulation, for
this event to happen, which in practice would be impossible except for very small

trees.

3.3.2 Variations of the restructure proposal

In this section, we will briefly introduce two variations of the restructure proposal.
The first one is designed to reduce the computational cost, while the second one
explores a more flexible restructure proposal.

In the restructure move one needs to map all possible splitting variables and
the corresponding splitting intervals for each internal node in the new tree. The
computational cost is proportional to the number of candidate predictor variables
p. In Figure 3.8(b), there are five possible splitting intervals for just two predictors.
If p is very large, a complete mapping of possible splitting variables becomes
computationally expensive. One may therefore select only a randomly chosen

subset of the predictor variables. Letting C' C P denote the subset of predictor
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variables mapped, a simple alternative is to let

1 ifie{kr(u) :ueT},

PieC|T) = { a  otherwise, (3.8)

independently for each ¢ € P. The candidate splitting variables set C', from which
the restructure move will draw the new splitting variables, includes all the splitting
variables used in the current tree with probability 1 and the remaining splitting
variables with probability a. The parameter o € (0, 1) can be used to control the
typical size of C. For example, if o is 1, this is just the basic restructure proposal.
If « is 0, only splitting variables in the current tree will be considered to be the
splitting variables in the new tree. This greatly reduces the computation time,
however, it may take a long time for the chain to converge, as discussed in the
synthetic example in Chapter 4.

With the definition of C| the restructure move can then be started by sampling
a set C'. The Metropolis-Hastings acceptance probability (equation (3.7)) must

be modified by including the probability of sampling C'.

y (AT aTITO)PCT)
AT = I STy y(TT, O PO -} 50)
I 164 Tt Lie Vo el i
w(T) o(TT,C)PEm)"

A second possible modification allows for changes in the partition of observa-
tions in leaves. In the ProposeRestructure function (Figure 3.10) a new partition
L’ can be proposed just after the leaves, L, have been picked. Different possibilities
exist for how to sample L’ given L. An alternative based on the likelihood function
is given in Figure 3.11, where we use the fact that the likelihood function only

depends on the partition of observations into leaves. After the leaves are picked,
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we uniformly choose one of the leaves to be the “from” leaf and uniformly choose
one of the remaining leaf to be the “to” leaf. If the size of the “from” leaf is 1,
then we just propose an unchanged tree; however, if the size of the “from” leaf
is s, we will have s new leaf configurations by moving one leaf from the “from”
leaf to the “to” leaf. With the current leaf configurations we will have s + 1
different leaf configurations in total, among which one will be uniformly chosen.
This defines one iteration in this variation of the restructure move. Repeating this
process 7. times will yield a shuffled leaf configurations. This variation further
increases the computational cost, but hopefully proposes a new tree with different
prior probability and likelihood. The behavior of such move is also more difficult

to describe.

3.3.3 Restructure move vs basic moves

Figure 3.12 illustrates the difference between restructure moves and basic moves.
In this figure, although it is not realistically possible, suppose we have an imagi-
nary way of indexing the tree models. If two trees are close to each other (denoted
as T and T + 0T in this figure) using this index, then a basic move can be per-
formed to move from one tree to the other. So the basic moves described above
can move the Markov chain along the curve. We expect, in this complicated tree
model space, that there will be multiple modes, and it takes a long time for the
Metropolis-Hastings algorithm with only basic moves to move from one local mode

to another.

On the contrary, instead of moving the chain along the curve, the restructure
move tries to find trees with the same likelihood but with a significantly different

tree structure and associated splitting rules. This move is illustrated by the red
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Function ProposeRestructure(T,Z)
Pick the leaves of the current tree, i.e. set L = L1(Z).
[T’, err] = DrawTree(L).
If (err = 0)
Return T’
Else
Return T
End.
End.
Function DrawTree(L)
Let m denote the number of leaves in L, i.e. m = [L|.
If (m>1)
Find the set of all possible pairs of splitting variables
and splitting intervals for L. Denote the result
by {kj, (1", "), =1,...,nr}.
Draw k(0) from a uniformly distribution on {1,... ,n}.
Draw 7(0) from a uniform distribution on
the interval (755, 70)")-
Set L; and L, equal to the subsets of L which have
27*0) < 7(0) and 2% > 7(0), respectively.
[S1(T),err;] = DrawTree(L;); [S2(T), erry] = DrawTree(L,).
If (err; = 0 and erry = 0)

Set err = 0.
Return [T, err].
End.

End.
Set T=0, T=[T,-,-] and err = 1.
Return [T, err].

Else /* Only one node in the tree */
Set T'={0}, T=1[T,-,-] and err = 0.
Return [T, err].

End.

End.

Figure 3.10: Restructure Proposal: pseudo-code for generating a potential new
tree, and the DrawTree function used. Notation from Chapter 1 is used.
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Function ProposePartition(L,r,,.,)

Set L0 = L.

Let m denote the number of leaves in L° and let E? denote
leaf number , i.e. L0 = (L, ... ,E?n).

For (i =1:ry.)
Draw I, from a uniform distribution on {1,...,m}.
Draw [,, from a uniform distribution on {1,..., [, — 1,

lyom +1,...,m}.
Let s denote the number of elements (observations) in E?;Dm.
If (s >1)
Use Li~! to define s new leaf configurations by moving one
observation from leaf number I, to leaf number [,,. Denote
these configurations by |:1, e Ls.

Set L0 =11,
Draw an integer ¢ € {0,1,...,s} where P(t = j) « f(y|L, 0).
Set Lt = L.
Else
Set L = L1,
End.
End.
Return L7iter
End.

Figure 3.11: pseudo-code for generating a potential new leaf configuration to be
used in the restructure proposal.
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Figure 3.12: An illustration of restructure move and basic moves.

dash line in the figure. By performing such moves, we try to jump from one local

mode to another.

3.4 Diagnosis

Diagnosing the convergence of the chain, including convergence to the stationary
distribution, convergence of averages, and convergence to iid sampling, is generally
not easy even for simple models. A common technique is the graphical method.
The trace plot of the output of the chain is drawn in order to detect the lack of
convergence. However, even this simple method is not feasible in our analysis,
as it is hard to trace the tree graphically. Therefore, graphical exploration of
the chain relies on some statistics of the tree, such as the tree size, likelihood

and posterior probability. If any of these trace plots exhibits weird behavior, the
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chain will not be considered to have converged. Similarly, in applying the other
diagnosis methods, we only study some characteristics of the tree and not the tree
itself. We will further explore the convergence diagnosis in Chapter 5 when the

breast cancer data is examined.

3.5 Discussion

In this chapter, we designed a Metropolis-Hastings algorithm aiming to explore
the posterior tree space. We started from three basic proposals, introduced by
Chipman et al. (1998) and Denison et al. (1998), and introduced a new restructure
proposal. A simulated dataset was constructed to illustrate each proposal and the

pseudo-code was included as well.

The change move and grow/prune move propose a small change in the tree
structure and/or the splitting rules, which leads to a small change in likelihood.
The likelihood can be greatly changed if a parent-child pair on the top level of the
tree is chosen in the swap move; however, in this case the swap move is not likely
to be valid because it tends to produce empty leaves. So in most cases the parent-
child pair that is picked in a valid swap move is on the lower level. This also leads
to a small change in likelihood. The restructure move was actually inspired by the
swap move, but in restructure move, the whole tree structure is abolished and a
new tree structure is constructed based on the leaf configurations. Theoretically,
it is not easy to compare an algorithm with basic moves only and the one with
the basic moves and restructure move; however, as we briefly discussed in Section
3.4, we can study some characteristics of the output of the chain from the two

algorithms and make comparisons on these statistics instead.

Benefiting from the hierarchical prior specification, the calculation of the ac-
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ceptance probabilities for both basic moves and restructure move can be much

simplified in most cases.

Variations of the restructure move were also discussed. The first variation
includes variable selection in the restructure move; however, how to choose the
candidate splitting variable set C' and how to evaluate this variation is not clear.
Observing that the likelihood is unchanged in a restructure move, we propose to
shuffle the observations in the leaf configurations in the second variation. We
described a random shuffle across the leaves in the text. However, there may
exist a better strategy so that after the shuffle the leaf configurations is better
“organized” for some purpose. Again, this is not clear in the text so far. We
presented these two variations here solely for exploring potential new proposals
in the Metropolis-Hastings algorithm. The evaluation of these moves will be left

for future research.

In the beginning of this chapter, we discussed the restriction on the minimum
number of data points in leaf. Such restriction leads to tree models with non-empty
leaves; however, a tree with empty leaves may be of interest. For the purpose of
balancing between computational simplicity and theoretical implication, we may
want to allow for at most one empty leaf in the tree. This empty leaf represents a
new group in prediction. When new observations come in and fall into the empty
leaf, these observations come from distributions that are different from those in

the other non-empty leaves. This new modeling will be left for future research.
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Chapter 4

Example I: Synthetic Data

In the previous two chapters, we introduced a prior specification for the tree model
and the Metropolis-Hastings algorithm for drawing from the posterior distribution.
In Chapter 3, we designed a novel proposal, the restructure move, and discussed
the basic moves. However we have been left an unanswered question. What is the
difference between an algorithm with the restructure move and the one without
the restructure move? This question is not easy to address theoretically. First,
although the theory of the Metropolis-Hastings algorithm guarantees under mild
condition that if one runs the algorithm long enough, the chain will converge to
its limiting distribution. However, the stopping criterion is not usually available.
Second, some exploratory methods are used to analyze the output of the chain.
For tree models, the trace plots of some statistics of the tree are studied in order
to assess the convergence; however, there seems to be no single statistic that can
be used to represent the whole tree. Therefore the trace plots of these statistics

reflect only part of the convergence problem.

We present simulation results for two examples to illustrate the convergence

problem. A synthetic example will be discussed in this chapter. The synthetic
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data set is designed to yield a posterior distribution with two distinct modes. This
toy example is intended to illustrate how the restructure move generates better
mixing Markov chains by enabling direct jumps between modes. The second,
more complicated, example is discussed in Chapter 5, where we also introduce

some exploratory methods specifically for tree models.

4.1 Data

We first discuss MCMC convergence and mixing properties using a synthetic data
set having p = 3 predictors and ) = R.
We generated n = 300 sets of (z',2? 2*) , where z; ~ Unif(0.1,0.4) for
i = 1...200, z} ~ Unif(0.6,0.9) for : = 201...300, z? ~ Unif(0.1,0.4) for
( )

i = 1...100, 22 ~ Unif(0.6,0.9) for i = 101...200, 22 ~ Unif(0.1,0.9) for

i = 201...300, 2} ~ Unif(0.6,0.9) for ¢ = 1...200 and z} ~ Unif(0.1,0.4) for
1 = 201...300. Given these predictor values, y values were simulated indepen-

dently as

1+N(0,0.25) if 2! <0.5 and z* < 0.5,

y=1< 3+N(0,0.25) ifz! <0.5and 2? > 0.5, (4.1)

5+ N(0,0.25) if 2! > 0.5.
The partition of observations with respect to 2!, 22 and #? is shown in Figure 4.1,
where the symbols refer to the three regions defined in equation (4.1). The mean
values of y in these three regions are well separated. It is easy to check that x!
and 2 are the key predictors. The splitting variable for the root node has to be
a! or 23, If 22 is chosen as the splitting variable for the root node, the posterior
probability of the tree will be close to zero. Once the first splitting variable is

chosen, the subsequent splitting variable has to be 2. If only 2! and 2® were the
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splitting variables, then the observations 1,2, ...,200 are well-mixed in the region
that (2!, 2%) € [0,0.5] x [0,0.5], as displayed in the top left corner in the middle
panel of Figure 4.1.

The mean values of y in these three regions are well separated and it is easy
to check that the two trees in Figure 4.2 are the only trees consistent with the

regions.

4.2 Analysis

This analysis assumes a prior within-leaf model where the y;’s are independent
and y; ~ N(j,,02) when observation i is assigned to leaf u, i.e. 6, = (j,,02). For
this regression tree, we use the conjugate priors as specified in equation (2.20).
More specifically, 02 ~ 1G(0.5,1.5) and (y|0?) ~ N(0,02). The pinball prior has
a(m) = 1+ Pois(m — 1;10) and B(i|m) = 1+ Bin(i — 1;m — 2,0.5). The splitting
variables are chosen uniformly via (i) = %, and the splitting thresholds come, for
all k, from 6;(-) = N(0.5,2) truncated to [0, 1] independently.

We initialize the Markov chain with the tree with a single root node, so at the
beginning, no swap moves or prune moves can be proposed. The tree gradually
grows to one of the trees in Figure 4.2, depending on which splitting variable is
chosen in the root node. Suppose now the tree shown in the left panel of Figure

4.2 is the current tree (the splitting thresholds might be a little different). We are

about to propose the following moves:

e Change Proposal: Regardless of which node among node 0 and node 1 is
chosen in the change proposal, the associated splitting variable will likely be

kept unchanged. For example, if node 1 is chosen and the proposed splitting
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Figure 4.1: Simulated data example: Partition of observations with respect to
2!, 2 and 2®. The symbols used refer to the three regions defined in equation
(4.1). Cross: 2! < 0.5 and 22 < 0.5, circle: #! < 0.5 and 2? > 0.5; plus: x! > 0.5.
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Figure 4.2: Two trees that are consistent with the three regions defined in
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Figure 4.3: The partition induced by the new tree after the swap proposal.
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variable is 23, this new proposal will likely be rejected no matter what the
corresponding splitting threshold is because in the space {x! < 0.5} the
observations are well-mixed and the resulting marginal likelihood is very
small; if 2! is the proposed splitting variable in the node 1, for any possible
splitting threshold 0 < 7 < 0.5 the new splitting rule will produce a new
partition with a very small marginal likelihood (some of the observations
in region 1 and region 2 are mixed together). Actually even if the same
splitting variable ! is chosen with the proposed splitting threshold outside

the interval [0.4, 0.6], this splitting rule is still not very likely to be accepted.

Grow/prune Proposal: If a prune move is going to be performed, the only
possible way to proceed is to merge the leaves associated with region 1 and
region 2 together. After the change, the observations in region 1 and region
2 will be mixed together. Since the mean values of y in different regions are
well-separated, this will lead to a very small marginal likelihood and hence a
very small acceptance probability. If a grow move is going to be performed,
one of the three regions will be divided into two subregions. Compared to a
prune move, such grow move is more likely to be accepted. However, since
all the observations in one region come from the same normal distribution
with a not very large variance, we still expect the acceptance probability to

be very small.

Swap Proposal: If a swap move is performed, the only possible pair that can
be chosen is node 0 and node 1. After the swap, the resulting partition is
shown in Figure 4.3, where the new partition is marked by the red solid lines.

The observations in region 3 are then divided into two, one of which is mixed
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with the observations in region 1. Therefore such a swap move produces a
partition associated with a small marginal likelihood. This proposal is not

likely to be accepted.

Restructure Proposal: After extracting the leaf configurations from the tree
model in the first step of the procedure as described in Section 3.3.1, all
the possible splitting rules for the root node are shown in Figure 4.4. The
first split cannot be made with 2. The probabilities of choosing z! and
2 as the first splitting variable are about the same. If 22 is chosen, the
splitting variable chosen in the next step must be 2. This will produce a
tree that looks like the one shown in the right panel of Figure 4.2, except
that the splitting threshold might be different. Similarly, if ! is chosen as
the first splitting variable, 22 must be the second and then a tree which is
very similar to the current is proposed. No matter which tree is proposed,
the likelihood remains unchanged. Furthermore the difference between the
prior probabilities is very small. Therefore the acceptance probability is

very close to 1. That is, this proposal is likely to be accepted.

4.3 Comparison

In this section, with this synthetic example we will illustrate the difference between

the algorithm with the restructure move and without the restructure move.

We run two algorithms: first, the MCMC using only the grow/prune, swap

and change proposals; and second, including the basic restructure proposal. In

the first case, we call an “iteration” a series of 60 change, 60 grow/prune and 60

swap moves; when including the restructure proposal, we take one iteration to
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Figure 4.4: All the possible splitting rules for the root node of the tree shown in
the left panel of Figure 4.2 for the restructure move.

mean 50 change moves, 50 grow/prune moves, 50 swap moves and 1 restructure
move. With our implementation these two types of iterations require essentially

the same amount of computing time.

We start the chain from the left tree shown in Figure 4.2 and run each of the
algorithms for 8, 000 iterations. We use the last 4,000 iterations to estimate, for
each predictor, the posterior probability that this predictor is used as a splitting
variable. In the tree samples produced by the algorithm without the restructure
move, both ! and 2? are used in all the 4000 tree samples while 2 is used only
twice. In fact, by examining the tree samples, we find that 3,997 out of the 4,000
samples have exactly the same structure and splitting variables as the starting
tree. All these trees produce the same leaf configurations. The remaining three
trees have one more split than the starting tree, which accounts for the small
probability of accepting a grow move. Thus, the tree shown in the right panel in
Figure 4.2 has never been visited. Since the implementations of the grow/prune,

swap and change proposals are the same as those of Chipman et al. (1998) and
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Denison et al. (1998), the algorithm in Chipman et al. (1998) and Denison et al.
(1998) can hardly find the tree shown in the right panel in Figure 4.2. Restarts
of the algorithm can help, but again one needs to weight all the generated trees.
In contrast, using the algorithm with the restructure move very rapidly generates
tree samples with 2! and 23 appearing at roughly equal frequencies (though of
course not together in any tree). Across a number of repeat runs, by examining
the tree samples we find that each of the two trees in Figure 4.2 is very frequently
visited. For numerical detail, we ran the restructure MCMC for 4000 iterations
and repeated this simulation 50 times. In each of these 50 runs, we recorded the
Monte Carlo frequencies of occurrence of each of z! and z* as well as the Monte
Carlo standard errors. Across the 50 runs, the median (range) of the probability
that z! appears is 0.503 (0.488, 0.521) with Monte Carlo standard error of about
0.008; the corresponding figures for z% are 0.500 (0.488, 0.521) with Monte Carlo

standard error of about 0.008.

As a supplementary analysis, we try a variation of the restructure move, where
the candidate splitting variable set includes only the ones used in the current tree
rather than the whole set of the predictors. This is a special case of equation (3.9)
taking @ = 0. The results from the algorithm without the restructure move are
similar. In contrast, using the algorithm with the variated restructure move, x' is
used 1290 times, 22 is used 4000 times and 2° is used 2712 times. As the chain gets
longer, the posterior probabilities that 2! and 2® appears in the tree move closer to
0.5 : 0.5 but at a very slow rate. The Monte Carlo standard errors are much larger
than what we see for the algorithm with standard restructure move. The problem

is that when proposing a new tree in the restructure move from one of the trees

in Figure 4.2, only the splitting variables already used will be in the candidate
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set. In other words, the candidate set is either {z!, z?} or {z*®, 2?} in most cases.
Therefore the current tree is the only choice in this variated restructure move.
The only way for this algorithm to move from one local mode to the other is to
first grow the tree to include all the predictors as the splitting variables and then
propose a restructure move is proposed. The corresponding transition probability
is much smaller than that in the algorithm with the standard restructure move.

Therefore it takes a longer time for this algorithm to converge.

Finally, to check robustness with respect, particularly, to the key Poisson prior
a(+), we re-ran the analysis after replacing the y data with pure noise - a standard
normal random sample. This produced a posterior distribution with Pr(mg(T") =
1ly) =~ 0.37, compared to the prior probability of 0.05, supporting the view that
the analysis is relatively robust to the assumed Poisson form; this has been borne

out in other examples, including the real data example in Chapter 5.

4.4 Discussion

The necessity of this analysis might be questioned because, in this synthetic ex-
ample, the two trees shown in Figure 4.2 are basically the same. They produce
the same leaf configurations and thus one might think that the tree structure on
the top is less relevant. However, this may not be the case in real data analysis.
The synthetic example is used simply to illustrate the importance of the restruc-
ture move; however, in practice, the data are usually much more complicated.
There could be more than two tree models, between which one can hardly find
the direct connection, that gives equally important leaves configuration. In this
case, we want to fully explore the tree space and hence the correlation between the

predictors and the response. As the model gets more complicated, we cannot list
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all the possible trees as we can or the synthetic data example. Different diagnostic

tools can also be used, as we shall see in the Chapter 5.
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Chapter 5

Example II: Breast Cancer Data

In Chapter 4, we explored the difference between the MCMC algorithm with the
restructure move and the one without the restructure move through a synthetic
data example. In that toy example, it is relatively easy to list all the local modes,
therefore the convergence problem of the chain can be studied. In this chapter, we
turn to a more complicated example where the convergence property is less clear.
There seem to be no available methods for such analysis. In this case, we compare
the restructure move with the other basic moves using exploratory methods, e.g.
Kolmogorov-Smirnov test and the trace plots of some statistics.

In this chapter we also show how we use the posterior tree samples to make
predictions and assess the importance of the predictors. Cross-validation will be
used to evaluate prediction validity. An importance sampling method will be
proposed to reduce the computational cost for leave-one-out cross-validation. In
that analysis, we will find the assumption that the observations across leaves are

independent samples to be very important.
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5.1 Data description

We analyze the breast cancer data set used in Chipman et al. (1998). The data
were obtained from the University of California, Irvine repository of machine learn-
ing databases (ftp://ftp.ics.uci.edu/pub/machine-learning-databases) and origi-
nated in Wolberg and Mangasarian (1990). The same data set is also used for a
Bayesian CART model search, but without convergence of the MCMC algorithm,
in Chipman et al. (1998). The data set has 9 cellular cancer characteristics, all
ordered numeric variables, and the response is binary, indicating benign (0) and
malign (1) tumors, i.e. ) = {0,1}. The original data set contains some missing
values. We deleted cases with missing values and so use 683 of the original 699
observations.

Table 5.1 shows the correlations between predictors, ranging from 0.34 to 0.91.
If the tree model is used, the highly correlated predictors are “exchangeable” as

used in splitting rules. Therefore, we expect to find many trees equivalently

important.
x! x? 3 x? x° 2° x’ 2® 27 Name
x1 [ 1.00 0.64 0.65 049 0.52 0.59 0.55 0.53 0.35 clump thickness
22 1 064 1.00 091 0.71 075 0.69 0.76 0.72 0.46 uniformity of cell size
22 1 065 091 1.00 0.69 0.72 0.71 0.74 0.72 0.44 uniformity of cell shape
x4 1049 0.71 069 1.00 059 0.67 0.67 0.60 0.42 marginal adhesion
x° | 052 0.75 072 059 1.00 0.59 0.62 0.63 0.48 single epithelial cell size
21059 0.69 071 0.67 059 1.00 0.68 0.58 0.34 bare nuclei
27| 0.55 0.76 0.74 0.67 0.62 0.68 1.00 0.67 0.35 bland chromatin
2% | 053 0.72 0.72 0.60 0.63 0.58 0.67 1.00 0.43 normal nucleoli
22 1 035 046 044 042 048 0.34 035 0.43 1.00 mitoses

Table 5.1: Breast cancer data example: Correlations between predictors.

In the original data, the predictors take integer values between 1 and 9, so we

simply divide them by 10 so as to place all values of 2' in the unit value.
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5.2 Exploratory data analysis

In Section 1.1, we studied this data set using a generalized linear model, where
we found the assumption that logit(E(y)) is a linear function of x', 2%, ..., 2% to
be questionable. Meanwhile, in that model, we failed to find the significance of
2%, 23, 2° and 2° in predicting the response, which could be easily validated by

looking at the data. Thus, we were motivated to use tree model.

We first use the “greedy” algorithm as described in Chapter 1 before moving
to a more complicated model. In R, this algorithm is implemented in rpart pack-
age. The complexity of the tree is controlled by the parameter cp (complexity
parameter), which by default is 0.01. This means that if the decrease in overall
lack of fit (e.g., RSS and Gini index) by a further split is smaller than cp, then
the algorithm is stopped.

We call rpart with the default cp. The resulting tree is shown in Figure
5.1. The misclassification rate is 22/683 = 0.0322 (which is even greater than
the misclassification rate by the generalized linear model). Even if we run this
algorithm with a smaller cp, e.g. 0.00001, we still get the same tree, indicating
that the greedy algorithm is stuck in this tree. But is it the best tree in terms
of misclassification rate? The answer is no. Figure 5.2 shows another tree with
a smaller misclassification rate at 13/683 = 0.019. The greedy algorithm fails to
find this tree because a split that makes the most improvement at each step is not

necessarily the right split in the best tree overall.
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X2<=0.25

’X6<: 0.55 ‘ ’X3<: 0.25 ‘

’Ieef,410:405/5‘ ’Ieaf,S:]ﬂ‘ ’X7<:0,35‘ ’X2< 045‘

’Ieaf,lﬁ:lGlO‘ ’Ied,7:2/5‘ ’X6< 025‘ ’Ieaf 174: 3/171

’ leaf, 14: 10/4 ‘ ’ leaf, 54: 7/47 ‘

Figure 5.1: A tree produced by the greedy algorithm.

’ leaf, 402: 2/400 ‘ ’ X1, 0.59 ‘ ’ X7,0.78 ‘ ’ leaf, 145: 143/2 ‘

7

’X3,0.28‘ ’Ieaf,48:46/2‘ ’X6,0.72‘ ’Ieaf,S:SIO‘

’ leaf, 23: 1/22 ‘ ’ leaf, 18: 16/2 ‘ ’ X1,0.58 ‘ ’ leaf, 19: 18/1 ‘

’ leaf, 14: 1/13 ‘ ’ leaf, 9: 7/2 ‘

Figure 5.2: A tree with a smaller misclassification rate than the “greedy optimal”
tree in figure 5.1.
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5.3 DBayesian analysis

In this section, we will first briefly describe the model specification and the al-
gorithm, and then we will introduce two exploratory methods for convergence

diagnosis. Lastly we will discuss posterior inferences.

5.3.1 Model specification

For T we will use a similar prior distribution similar to that of Section 4.2. The
pinball prior has a(m) = 1 + Pois(m — 1;10) and g(ilm) = 1 + Bin(i — 1;m —
2,0.5). For the breast cancer example we set m = 10. The splitting variables are
chosen uniformly via (i) = %, and the splitting thresholds come, for all k&, from
0x(-) = Unif[0, 1] independently. Alternatively, the discrete uniform distribution
on {0.1,0.2,...,0.9} ({1,2,...,9} if without transformation) could be used, since
the predictors are all ordered numerical variables with only a few distinct values.

The within-leaf sampling model is Bernoulli with probability of malignancy 6,
in leaf u having independent uniform prior, as specified in equation (2.17), taking
a =b =1 MCMC analysis was performed using the same two algorithms as

described in Section 4.3, with and without the restructure move.

5.3.2 Exploratory analysis of convergence

Convergence and mixing analysis are more difficult here than in the toy example
of Chapter 4. There are numerous methods for exploring MCMC convergence
(Cowles and Carlin, 1996; Brooks and Roberts, 1998). The basic idea is to simulate
one very long run, assuming this chain is long enough to be considered having

converged, and many short runs. By comparing the long run and the short runs,
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we are able to explore convergence and mixing properties. As we never know how
long we need to run the chain to achieve convergence for such complicated models,
we want to study how long the chains need to be to have similar mixing properties
as the very long chain.

Here we simulate one long and K short MCMC runs for a given algorithm. We
initialize each run by sampling from the prior distribution. For each : = 1,2, ...
we pick K realizations from the long run and one realization from each of the
short runs. From the long run we use the realizations after k - ¢ iterations for
k=1,2,..., K; whereas for the short runs, we use the realization after iteration
number 7. If the chain has converged before 7 iterations and the mixing is sufficient
for two realizations i iterations apart to be independent, then the K realizations
from the short runs and the K realizations from the long run are independent and
all come from the same distribution. For any scalar function of the 2K realizations,
we compute the Kolmogorov-Smirnov p-value (Conover, 1971) to provide some
insight into whether this seems reasonable. The K-S procedure has the advantage
of making no assumptions about the distribution of the data.

Before we use this K-S procedure to evaluate the algorithm with the restructure
move, we will first illustrate this procedure with a very simple example. Suppose

our target distribution is a mixture of normals, namely
y ~ 0.3N(0,1) +0.7N(3,1). (5.1)

Now we design two algorithms to sample from this target distribution. Algorithm
A is an appropriate one. For both the long run and the short runs we sample
directly from the target distribution. Algorithm B is an inappropriate one. Due
to the starting point, algorithm B will be stuck in one of the local modes. Actually

we are knowledgeable to sample from the target distribution so the algorithm B is
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Figure 5.3: The Kolmogorov-Smirnov procedure for the simple example. The
computed p-values in the left panel and the right panel corresponds to algorithm
A and B respectively.

never used in reality. We mention that here just for illustration. Then we perform
the K-S procedure for these two algorithms. If the null hypothesis is true, that the
realizations from the long run and the realizations from the short runs come from
the same distribution, the computed p-values will follow a uniform distribution
over [0, 1]. The results for algorithm A and B are displayed in Figure 5.3. Clearly,

the output of the chain by the fabricated algorithm B does not converge.

For the breast cancer data, Figure 5.4 shows the result when K = 250 and
the scalar function is the log posterior density. When including the restructure
move, the algorithm converges in fewer than 500 iterations; whereas, without
the restructure move convergence takes more than 4,000 iterations.! We have
also generated this type of convergence diagnostics plot for various other scalar
functions including, among others, the log integrated likelihood, tree size and the
number of times a particular predictor variable is used as a splitting variable in
the tree. The convergence differences between the two algorithms are more or less

striking dependent on which scalar function is used. The case shown in Figure 5.4

'With our implementation in early 2005, 500 iterations for this data set took about 6 seconds
on an Intel Xeon 3.0Ghz with 2Gb memory.
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Figure 5.4: Breast cancer data example: P-values of K-S statistics for samples
from algorithm with and without restructure move.

indicates the slowest convergence of the non-restructure move approach for this

example.

Notice this K-S procedure is not a sufficient tool. In the right panel of Figure
5.4, most of the p-values are very small, which by K-S test means that the dis-
tribution of the log posterior density from the two algorithms differ significantly
from each other; however, even if every K-S procedure for all possible scalar func-
tions indicates convergence, it is not necessary that the chain has converged. The
method is very useful and suggestive but not a “proof” of convergence.

An alternative way to diagnose the convergence is by looking at the trace
plots of some statistics. The topology of the tree space is very complex and to
get a clear picture of how the two algorithms work is very difficult; however, some
insight can be gained from Figure 5.5. This shows, for ten runs with each of the two
algorithms, trace plots of the log integrated likelihood and the number of leaves.
Each simulation is for 1000 iterations, of which the last 500 iterations are shown

in the plots. Vertical dashed lines mark the start of new runs. Again we initiate
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Figure 5.5: Breast cancer data example: Trace plots of log integrated likelihood
(upper row) and number of leaves (lower row) for ten runs of the algorithm with
the restructure proposal (right column) and without the restructure proposal (left
column). In each simulation the algorithms is run for 1,000 iterations, of which
only the last 500 are shown in the figure. The start of a new run is indicated by
a vertical dashed line.
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each run by sampling from the prior distribution. In the right column of Figure
5.5 we note how some of the runs from the algorithm without the restructure
move seem to get trapped in local modes for the whole 500-iteration period. In
particular, this is true for runs 3, 7 and 8. For example, in run 3 most of the trees
visited have the number of leaves larger than 10, and we can see the corresponding
log integrated likelihood first decreases to about —78 and then increases to about
—60, which is an odd pattern compared to the other runs. In the trace plots
for the algorithm with the restructure move, no such effects were encountered.
Therefore, the use of the restructure move seems to improve the convergence and
mixing properties of the Markov chain by preventing it from being trapped in
local modes over a long period. In turn this removes the need for restarts and the

ad hoc weighting discussed in Chipman et al. (1998).

5.3.3 Posterior inferences

Exploration of posterior inferences involves inspecting trees generated from the
sampler and histograms of posterior samples of key quantities of interest, such as
the tree size m(T") and the malign/benign mixing fraction that will be introduced
below.

In Figure 5.6 we show two randomly selected trees from the sampler. It can
be seen that, as we would expect, 22 is the key splitting variable. For example, in
the root node of the tree on the top and node 2 in the bottom tree, the splitting
rule is about z? on around 0.45, which results in a similar subtree in the right
child. The splitting variable in both the right child is 2*. In that subtree, 172
out of 175 samples indicate malignancy. This shall be further studied to infer the

relationship between the malignancy and the uniformity of cell size (22) and the
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marginal adhesion (z?).

In the left panel of Figure 5.7, a histogram of the tree size m(7T") is shown.
We can see that the data give little support to trees with more than 15 terminal
nodes, and the posterior mode of the tree size is approximately 9. Recall that
the mean of the prior distribution for tree size is also 9, so we need to check if
the prior dominates the data. We have tried pinball priors encouraging smaller
(m = 5) and larger (m = 15) trees, and the results are very insensitive to this

choice.

The middle panel in Figure 5.7 gives the posterior distribution for the log
integrated likelihood. Most of the probability mass lies in the interval (—81, —65),
but the run visited trees with log integrated likelihood values up to —60. Chipman
et al. (1998) report log integrated likelihood values up to —62.2, with most lying
below —64. As our run was longer than theirs, this is as one should expect. In
addition to tree size we also consider a statistic describing another property of

the tree. Given a simulated tree, we first compute the posterior mean of # in each

leaf by

E(0,{y}u T)
/ 0,00 {y} T)

1 s N ytbe (5.2)
= [0, grvitet(] — g, )z vittlgg,
/ BQovi+a,n,—> y: +b) " ( )
Eyﬂra
Ny +a-+b

where Y y; is the sum of y; in leaf u, that is Zie Ne(u,T) Yo and n,, is the number
of observations in leaf u. If the posterior mean of ¢ is larger than 0.5, subjects in
this leaf have higher probability for being malign. Thus we classify such leaves as

malign and the remaining leaves as benign. We consider the fraction of the sub-
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[X6,0.770619 | X4, 0159511 |
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[X8,0.622315| |leat, 3: 2/1] [leaf, 11: 8/3] [leet, 32: 32/0]

[X6,0.255579] [ X8, 0.814277 |

[X1,0.66859 | [X1, 0460938 |leat, 4: 0/4] [leaf, 7: 7/0]
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Figure 5.6: Breast cancer data example: Two trees chosen at random from the
posterior distribution.
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Figure 5.7: Breast cancer data example: Left: Posterior for tree size m(T);
Center: Posterior for log integrated likelihood; Right: Summary histogram of
Malign/Benign mixing fraction.

jects where subject status differs from leaf status. We call this the “malign/benign
mixing fraction”. A low value indicates pure malign and benign leaves, whereas
a high value results from more mixed leaves. The right panel in Figure 5.7 shows
the histogram for this statistic. The mean value is 0.0248, whereas the smallest
value found in the run is 0.0132. Thus, only a small degree of mixing occurs in
the leaves. As a comparison, the tree found by rpart package in R has a mixing
fraction 0.0322, which is among the worst cases in our run. The “mis-classification

rates” reported in Chipman et al. (1998) correspond to mixing fraction as low as

0.016, though they do not report any corresponding mean values.

5.3.4 Importance of the predictors

In addition to looking at each posterior tree sample, we also summarize the pos-
terior to assess relevance of each of the predictor variables. For each predictor we
estimate the posterior probability that this predictor is used as a splitting variable

(at least once), with results given in Table 5.2. Most of the nine predictors have
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xt x? 3 x* 2 20 I 28 29 Name
21 1 0.98 096 0.61 047 051 0.98 038 0.60 0.26 clump thickness
221 096 0.98 0.60 047 050 0.98 037 0.60 0.26 uniformity of cell size
2% 061 060 0.62 028 0.32 0.62 027 0.35 0.17 uniformity of cell shape
x* | 047 047 028 0.48 024 048 0.15 0.28 0.14 marginal adhesion
x> | 051 050 032 024 0.52 052 0.19 0.22 0.15 single epithelial cell size
28] 098 098 062 048 052 1.00 0.39 0.61 0.27 bare nuclei
27| 038 037 027 0.15 0.19 039 0.39 024 0.10 bland chromatin
281 060 060 035 0.28 022 061 024 0.61 0.15 normal nucleoli
221 026 026 017 0.14 0.15 0.27 0.10 0.15 0.27 mitoses

Table 5.2: Breast cancer data example: Posterior pairwise and marginal (on
diagonal) model inclusion probabilities for the nine predictors.

predictive relevance, which — given that one or a few may be truly predictive —
is not surprising in view of the collinearity observed (Recall that the correlation
between the predictors ranges from 0.34 to 0.91.). The table provides the Monte
Carlo estimates of posterior co-inclusion probabilities for pairs of variables as well

as the marginal probabilities of inclusion for each.

5.4 Prediction and cross-validation

5.4.1 Prediction

The predictive probability of a new observation y* associated with * being malign

is computed by
Py =1ly) = /1 (y* =1y, T)p(T|y)dT (5.3)
T

Given the posterior tree samples T?, the integral in equation (5.3) is approximated

by the sum

> Py =1]y, T)p(T'|y) (5.4)

i=1
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where the probability P(y* = 1|y, T?) is computed by

Py =1y, T)) = Py =1{y}.,T")

N / P(y" = 10 Ay} TP(Oul{y}e. T')d8,
[/ (5.5)

_ / 0up(0u]{y}u. TH)d0,
Ou

= E(0ul{y}s, T
where u is the leaf node the new observation falls into. From equation (5.5),
we know that given the posterior tree sample, the predictive probability of the
new observation being malign is the posterior mean of ¢ in the leaf that the new
observation falls into.

We still need to show why the first step in equation (5.5) holds. The first
equation means that the probability of a new observation being 1 given the data
and the tree sample is equal to the probability of this observation being 1 given
only part of the data and the tree sample, that is, we only need to look at the
observations that fall into the same leaf as the new observation. Similar to the
notation {y},, {y}_. is the set of the observation falling into the other leaves than
leaf node u. We first show that given {y}, and T?, y* and {y} _, are independent.

This follows from

P(y* {y}—ul{y}u, T

/P(y*, {y} _ul{y}u, 0, THp(O){y}a, T))dO

- / Py Ay} -ul{y s 00— TIP(Oul{y}u T)p(0-| T')dO
&

Py {y}u, 0w, TPy} —ul{y}u: O THp(0u]{y}u, T)p(6_,| T*)dO
= P(y'H{yte TPyt —ul{y}u. TY).
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With this conditional independence, we have

Py =1y, T') A
= Py =1{y}tu, {y}-T) A
= Py =1{y}-l{y}.T)/P{y}-ul{y}.T) ‘ (5.6)
= Py =1{yte, T)P{y}-ul{y}w. T)/P{y}-ul{y}. T)
= Py =1{y}ts, T'),

so that the first equal sign in equation (5.5) holds.

Turning now to prediction, the entire analysis was repeated using a randomly
selected 342 observations as training data, and producing 10,000 posterior tree
samples. The posterior was used to make out-of-sample predictions on the re-
maining 341 test observations. Figure 5.8 displays the results. With a simple
threshold at 0.5 on the Monte Carlo estimates of the implied predictive proba-

bilities, averaged over all 10,000 trees, the raw prediction error is 13 out of 341.

By comparison, use of the greedy algorithm rpart in R (with default parameter
settings) led to 23 misclassifications in this 50:50 hold-out prediction assessment.
Modifying rpart to permit a smaller ¢p value in splitting the tree led to 18 mis-

classified cases.

5.4.2 Cross-validation

To further assess prediction validity we also ran a full ten-fold cross-validation
analysis, each time randomly dividing the data set into ten parts with each part
consisting of ten percent of the benign observations and ten percent of the malign
observations. We reserve one part of the data, use the remaining observations
to generate posterior tree samples, and then predict the held-out samples. We

repeated this ten-fold cross-validation ten times, which resulted in an average
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Figure 5.8: Breast cancer example: Predictive probabilities for the 50% sample
test-set held out to assess predictive accuracy of the tree model fitted to the 50%
training sample. The squares and diamonds represent subjects with benign and
malign recurrence, respectively.
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misclassification rate of 3.9%, calculated by

= S0 [ Mwily g To(Tly )/ 1047 (5.7)

where the function M(-) is the misclassification rate and H;, i = 1,2,..., 10 index
the ten portions of the data set. The integral in equation (5.7) is approximated
by MCMC estimation. We need to run 10 MCMC chains in order to evaluate
equation (5.7). This evaluation will be computationally expensive if we want to
do leave one out cross-validation, as we will have to run n MCMC, where n is the
number of observations in the data set.

In leave-one-out cross-validation, we are interested in computing

P(Yiy ) = / P(Yily .. T)p(Tly_)dT (5.8)

where y_, is the set of observations excluding the ¢th observation. Note that this
notation is different from {y}, and {y}_,. Instead of running MCMC for every
1, we will use the idea from the Importance Sampling method. The Importance
Sampling method requires independent samples, where in MCMC context this
requirement cannot be satisfied; however, the convergence of average is still much
similar.

Suppose the quantity of interest is

/Xh(x)f(x)d:p (5.9)

One alternative to direct sampling from f for the evaluation of equation (5.9) is

to use importance sampling, defined as

/Xh(az)Mg(:c)d:c (5.10)

g()
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which is approximated by

1 f(X))
— h(X; 5.11
where X, Xo, ..., X,, are sampled from a given instrumental distribution g, and

the integral in equation (5.9) is approximated by a weighted sum. Function h is

evaluated at the points sampled from ¢ and then weighted by w = f/g. This

estimator will converge to the quantity shown in equation (5.9) as long as the

support of g contains that of f. An alternative to approximating equation (5.10)
is

> i M(X)w(X;)

ZT:1 w(X;)

(5.12)

This estimator also converges to [ h(x)f(x)dz by the Strong Law of Large Num-
bers and it has an advantage that we only need to calculate the weight w up to a

constant; that is, instead of calculating the exact weight

we can calculate

This method is attractive because the same sample from g can be used repeat-

edly. Suppose now we have n integrals to evaluate:

| m@ias,
[ m@piad,

(5.13)

/th(:c)fn(:c)d:c.
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We can then use the same instrumental distribution g for approximating all the
above integrals as long as the support of this function g contains those of functions
fi, fay .-, fu. Therefore we need to generate samples from ¢ only once. This
method is efficient when fi, f5, ..., f,, are close to g.

Now we consider applying the Importance Sampling method to leave one out
cross-validation. We first show a general case of equation (5.5), where the leaf
node distribution is not limited to binomial and the quantity of interest can be

some other function. We have

P(Yly,T) = P(Y{yhuT)
- /o P(Y{y}u, 0, T)p(8ul {y}, T)d6,,

u

N /9 P(Y0., T)p(0ul{y}u, T)d6., (5.14)

_ (0. T)p({y}ul0u, T)
- /eupm"“’” P({w}aT)

u

ae.,.

The first equal sign holds because for any u the distribution of {y},, falling into

leaf node u, given @, and T does not depend on the other parameters 6_,,; that is

P({y}u[T,0) = P({y}u|T,6.). (5.15)

The proof of equation (5.15) is similar to equation (5.6). Replacing ¥ and y in

equation (5.14) with Y; an y_;, we have

P(Yily_;,T) = / P(v0,, TPl DPUG}il00 T) g (5.16)

0. p<{y}u,72‘—r> v

where {y}, ; is the set of observations falling into leaf node u except the ith
observation.

We are interested in evaluating equation (5.8) for i = 1,2,...,n. Since sam-
pling from p(T|y_,) is computationally expensive, the standard Monte Carlo esti-
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mation of equation (5.8) is not preferred. In importance sampling, our instrumen-
tal distribution is p(T|y), so the importance sampling representation of equation
(5.8) is

p(Tly_;)
p(Tly)

Thus we only need to run the MCMC algorithm for the whole data set without

P(Yiy ) = / P(Yily ., T) p(Tly)dT (5.17)

leaving out any observation and generate samples to evaluate P(Y;|y_;). It is
reasonable to believe that the distribution of T|y is close to the distribution of
T|y_, for any i, especially when the number of observations is relatively large
and thus leaving out one observation will have a small effect on the posterior

distribution.

We generate samples Ty, To, ..., Ty from p(T|y) only once and will be able to

evaluate n quantities P(Y;|ly_;), i =1,2,...,n. For each i, we calculate

WMT;) = PYily_;, T)) (0T p(( il T)
B : NP T5)PY gu,—i|Pus 1
= [, POl TP e e,

for j = 1,2,...,N. The second line is given by equation (5.16). The weight

T. Tl -
w(T;) = F(T) = p(Tly-) is computed by

9(T;)  p(Tly)

(5.18)

_ p(Mly)
)= )
_ =il T)p(T)/p(y-,)
_ p(;;(gﬂ%gpg( ))/p(y) (5.19)
p(y|T;) ply_;)
IM
p({ytalTy)

The last step holds because first, from equation (5.15), we have the conditional

91



independence of the marginal likelihood given as

WD) = [ pluiT.0)p(6T)as
_ / 2y Y Ly} [T, 00,6 )p(6,, 0, T)dO

— | )T, 0.)p(8,T)d6, / (Y} | T, 0_)p(6_|T)d6_,
= p({yta TPy} -l T).

(5.20)
Then
pPly-ilT) _ pUyt—ul Ty}l T))
p(y[T;) Py} —u| TPy}l Ty) (5.21)
. p<{y}u,72|TJ>
p({y}aT;)

The weight for posterior sample T, is proportional to the ratio of the marginal
likelihood of the observations in leaf node u, where the omitted observation should
be, over the marginal likelihood of all the observations, including the held out ob-
servation, in leaf node u. Note that this ratio can not be further simplified to
1/p(yi|T;) because the observations in the same leaf are not marginally indepen-
dent given the tree structure T.

Note that the calculation of the weight in equation (5.21) may be questionable
when the " observation falls into a leaf with only one observation, ;. In this
case {y}, —; is actually an empty set. In our analysis, when this happens we set
P({y}u,—i|T;) to zero. This assertion is reasonable because when given such a tree
model Tj, we observe as if only one data point. It makes no sense to predict y;
with the “other” data, which actually is an empty set. Therefore, the weight for
this case is zero. An alternative is to specify a minimum leaf size (> 1) in our
model, so that in every leaf node in the tree, there are at least two observations.

Now we have h(T;) given in equation (5.18) and weights w(T;) given in equa-
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tion (5.19). The approximation of P(Y;|y_,) is given by

=1

w(T;)

P(8u|T)p{y}u, Z\OU,T)dO p({y}ilT,) (5.22)

j 1/&””'9“’” (Yt eilT)) (T,
N p({(y}udlT)
2 ({3

N

J

M=

Consider the leave-one-out cross-validation in the breast cancer example. Each
time we want to hold out the i observation and compute P(Y; = 1|y_;). Similar

to equation (5.5), function h(T)) is

E(Oul{y}u-i T;)- (5.23)

From the marginal likelihood given in equation (2.18), the weight is

B > Yk +a,n, — 1 — > yr + b
keNT ),k

; (u,Z),k#i kE./\/'-r]. (u,T),

(5.24)
B( > wktan,— ) yk+b>
u,Z)

keNTj (u,7) keNTj (u,

where n,, is the number of observations, including the ith observation, in leaf node
u.

Turning now to the breast cancer data, the entire analysis was done using
all the observations (683) observations as the data, producing 25,000 posterior
tree samples. These trees were repeatedly used to calculate P(Y; = 1ly_,), j =
1,2,...,683. Figure 5.9 displays the results. With a simple threshold at 0.5 on
the Monte Carlo estimates of the implied predictive probabilities, averaged over

all 25,000 trees, the raw prediction error is 16 out of 683 (2.34%).
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Leave One Out Cross Validation
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Figure 5.9: Breast cancer example: The results for leave-one-out cross-valida-
tion. For each observation i, P(Y; = 1]y _;) is shown. The squares and diamonds

represent subjects with bemgn and malign recurrence, respectively. The simple
threshold at 0.5 is overlaid.
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Computationally, this leave-one-out cross-validation by importance sampling is
much faster than the naive method?. In fact, the leave-one-out cross-validation is
supposed to be more computationally intensive than the ten-fold cross-validation
analysis, yet it took less time to run the leave-one-out analysis. One may want to
try this importance sampling method for the ten-fold cross-validation; however,
this analysis can be problematic. As we explained in the text next to equation

(5.21), given a tree sample T;, if the left-out data fall into the same leaf, where

7
there are no other observations, the weight for the tree sample is 0. If we apply
the importance sampling method for ten-fold cross-validation, this is more likely

to happen. It does not make much sense to specify a very large leaf size so that

there are at least one tenth of the observations in any leaf node.

5.5 Discussion

In this chapter, by studying the breast cancer data, we discussed several aspects of
Bayesian analysis in tree models. We first discussed the convergence problem. The
K-S procedure was introduced to attempt to explore the convergence problem. As
stated in the text, this was not a sufficient tool. We are not bold enough to say
through this procedure the output of the chain from our algorithm had converged.
Instead, particularly for this data example, we claimed the algorithm with the
restructure move explored more tree space than the one with only basic moves
and its mixing property seemed to be better. However, although the improvement
of restructure move is obvious, we still can not find a stopping criterion to guide the

chain. Some other nonparametric methods may be tried to handle this problem

2With our implementation in late 2005, the cross-validation for this data set after the posterior
tree samples (25,000 samples) were produced took about 3 minutes on an Intel Xeon 3.0Ghz
with 2Gb memory.
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in the future.

The second part of this chapter focused on the application of importance sam-
pling on leave-one-out cross-validation analysis. We avoided regenerating posterior
samples for each held-out data set. Believing that the posterior distribution given
the held-out data set is close to the one given the whole data set, we used the
latter as the instrumental distribution in importance sampling. Detailed calcula-
tions were given for the binomial case; however, we have not yet discussed what
to do when this method is not applicable. This is left to be discussed in Chapter
7.
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Chapter 6

Example III: Proteomics Data and
Resampling

In this chapter, we discuss another data set from cancer proteomic analysis. The
response is also a binary variable as in the breast cancer data discussed in Chapter
5. At first sight, there is nothing new; however, we present this example here for
two purposes.

First, we want to show that in some cases tree models can not be directly
applied to the data. In Chapter 5, we showed how to make predictions and do
cross-validation analysis. The prediction for breast cancer data using our tree
model is better than with other available tree models. In studying the proteomics
data with our tree model, a primitive analysis will give a very good result in
terms of prediction; however, it is less encouraging when we look at the data

closely. Therefore, a specific algorithm is needed for such data sets.

Second, we find that the predictive validity is questionable because each patient
has multiple samples in the data. In primitive analysis, samples from the same

patient tend to fall into the same leaf; this reduces the credibility of leave-one-out

97



cross-validations. We extend the tree model using resampling method to address
this issue. New sampling schemes are introduced to deal with the within-patient

structure.

6.1 Data description

This proteomic breast data contains 554 samples, which are sampled from the
tumor or lymph nodes on each patient and generated as mass spectra traces using
the Matrix Assisted Laser Desorption/lonization Time-of-Flight (MALDI-TOF)
technology (Franzen, 1997; Campa et al., 2003a). The range of mass per charge
is divided into p = 268 intervals and intensity is measured in each interval. For
each sample, we have 268 measured values, denoted as (z!,2?, ..., 2?%®) for this
sample. In mass spectrometry analysis, the location of the peak is important
and informative. By exploring the relationship between covariates and clinical
outcomes, we aim to study the predictive power of such mass spectrum data. We
have three different responses, which are ER (estrogen receptor status), HER2
(related hormone receptor status), and LN (lymph node status), each of them
a binary outcome (0 and 1). Some values are missing and the corresponding
response are assigned —9.

An interesting structure in this data set is that multiple samples can come
from the same patient. The 554 samples come from only 44 patients. We will
explore this structure by incorporating resampling methods, introduced in later
sections, into the Bayesian tree model.

The mass spectrum traces for patients with id 9 and 16, marked with blue
solid lines and red dashed lines correspondingly, are shown in Figure 6.1. The

ER of patient 9 is 0 while the ER of patient 16 is 1. Obviously the intensity
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The mass spectrum for two patients
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Figure 6.1: The mass spectra traces for patients with id 9 (blue sold lines) and
16 (red dashed lines).

2 ..., 2% for patient 9 is much higher than patient 16. Meanwhile, the

of z', x
intensities of the remaining covariates for these two patients share similar struc-
ture. This may indicate that some of the first 100 covariates may be informative

in predicting ER level.

A simple generalized linear model analysis shows that there may be some
predictive information in the regressors with respect to each of the responses. The
tree model is used for the following two reasons. First, in mass spectrum analysis,
whether a peak occurs at certain location is very informative. The indication of
a peak corresponds directly to a splitting rule in the tree model and the splitting
rules in the tree model can be easily interpreted in this context. Second, the
covariates are highly correlated. We aim to model the dependence structure of

the covariates using tree models.
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6.2 Analysis

In this section, we will first briefly describe the model specification and then give

results on the importance of predictors and the predictions.

For each of the three responses, we specify a model that is very similar to the
one in Section 4.2. For T, the pinball prior has a(m) = 1+ Pois(m — 1; 10), where
m = 10 for this data and §(i|m) = 1+Bin(i—1; m—2,0.5). The splitting variables

1

563> and the splitting thresholds come, for all &,

are chosen uniformly via (i) =
from 0y (-) = Unif[0, 1] independently (all the covariates have been transformed
according to equation (2.8)). The within-leaf sampling model is bernoulli with
probability of ER(HER2, LNPOS) positive being 6, in leaf u having independent
uniform prior, as specified in equation (2.17) taking a = b = 1. In this data, there
are 135 missing values found in ER and there are 117 missing values found in each
of HER2 and LNPOS. In the following text, if ER is 1, we call it ER positive. If
ER is 0, we call it ER negative, though this is somehow ambiguous. Otherwise, we
call it ER mussing. Similar terms are adopted for HER2 and LNPOS. In running

the MCMC algorithm, we will first ignore the missing values. Later, we will make
prediction for those samples with the posterior tree samples.

We run an MCMC using the algorithm with change, grow/prune, swap and
restructure moves and produce 25,000 trees. The histograms of the tree size, log
integrated likelihood and log posterior probability of the tree samples are displayed
in Figure 6.2. The upper, middle and lower panels correspond to the tree samples
from the posterior distribution given ER, HER2 and LNPOS respectively. The
size of the trees corresponding to ER and LNPOS ranges from 10 to 20 while the

size of the trees corresponding to HER2 ranges from 15 to 25. The priors for tree

100



ER: histogram of tree size ER: histogram of log likelihood ER: histogram of log posterior
12000 0 0

10000

0 0
25 -160 -140  -120  -100 -320 -300 -280 -260 -240 ~-220 ~-200

HER2: histogram of tree size HER?2: histogram of log likelihood HER?2: histogram of log posterior
10000 10000 800(

9000 9000

8000 8000

7000 7000

6000 6000
5000 5000
4000 4000
3000 3000
2000 2000
1000 1000
0 0 Q
10 15 20 25 30 -200 -180 -160 -140 -120 -100 -8l -340 -320 -300 -280 -260 -240 -220
LNPOS: histogram of tree size LNPOS: histogram of log likelihood LNPOS: histogram of log posterior
10000 9000 800
9000
7000
8000

6000
7000

6000 5000

5000 4000

4000
3000

3000
2000
2000

1000 1000

[
-100 -340 -320 -300 -280 -260 -240 ~-220

o

10 15 20

Figure 6.2: The histrogram of tree size, log integrated likelihood and log posterior
prbability of the posterior tree samples. The upper, middle and lower panels
represents the results for ER, HER2, and LNPOS respectively.
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Rank | ER AER2  LNPOS
1 | 87 (1.00) 156 (1.00) 87 (1.00)
2 | 95 (1.00) 157 (1.00) 225 (1.00)
3 | 146 (1.00) 184 (1.00) 199 (1.00)
4 | 81(0.96) 199 (1.00) 149 (1.00)
5 | 100 (0.96) 116 (0.98) 192 (0.82)
6 | 256 (0.94) 173 (0.79) 76 (0.71)
7 | 241 (0.85) 147 (0.76) 248 (0.70)
8 | 30(0.79) 31(0.68) 38 (0.55)
0 | 159 (0.44) 81 (0.61) 77 (0.48)
10 | 163 (0.42) 159 (0.60) 47 (0.25)

Table 6.1: The ten most frequently used predictors in the posterior tree samples
given each of three responses: ER, HER2 and LNPOS.

size all have a mean at 10. We also tried different priors for the tree size and
found that the results are insensitive to this specification. The histograms of log
integrated likelihood and log posterior probability also show that a wide range of

tree model have been explored.

In this analysis we aim to find which predictors, corresponding to the intensity
at certain locations, are significant in predicting the responses. For each predictor,
we calculate the posterior probability that this predictor is used (at least once)
as a splitting variable. The top ten most frequently used predictors are listed in
Table 6.1. Interesting information can be mined out of this table. For example,
the 87th predictor ranks highest in posterior probability for both responses ER
and LNPOS. We take a closer look at Figure 6.1. The enlarged mass spectrum
between 81 and 93 is displayed in Figure 6.3. We can see that there is a clear
cut at the 87th predictor, which is marked with green line, between patient id 9
and 16. Furthermore, the intensity at this location is relatively low, compared
to the peak at the location of the 83th predictor. This might indicate that there

is hidden information, possibly a peptide, at this location. We can also see that
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Figure 6.3: The mass spectra traces for patients with id 9 (blue solid lines) and
16 (red dashed lines). Only the part between 81 and 93 is shown.

199th predictor appears in top-ten list for both HER2 and LNPOS. Furthermore,
considering the particular structure of this data, the 146th predictor shown in ER
column, the 147th predictor shown in HER2 column, and the 149th in LN POS
column may give the same important signal because they are close to each other
and hence may represent the same peak. Such information can be sent back to
the biologists and further studied from a proteomic point of view.

To assess prediction validity we ran a leave-one-out cross-validation. We are
interested in calculating P(Y; = 1|y_,) and comparing this predictive probability
to some threshold, which is the number of positive values in each data set over
the total number of non-missing values in this analysis. If P(Y; = 1ly_;) is
higher than the threshold, this sample is predicted to be positive and otherwise
predicted to be negative. We consider the fraction of the samples where the sample
status differs from the predicted status. This fraction is the misclassification rate

in the leave-one-out cross-validation analysis. Figure 6.4 displays the predicted
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Figure 6.4: The predicted probability P(Y; = 1|y_,) in leave-one-out cross-vali-
dation. The dashed line indicates the threshold, which is the number of positive
values in each data set over the total number of non-missing values in this analysis.

probabilities for ER response. In this figure, each sample is marked with its patient
id. Obviously we do not have a clear separation between predicted ER positive
and predicted ER negative. Quite a few predicted values are very close to the
threshold. However, the misclassification rate is only 0.066.

We also draw the boxplot of predicted values grouped by the patient id. Fig-
ure 6.5 displays the boxplots for ER positive, ER negative and ER missing. The
upper panel shows the boxplots of the predicted probabilities for ER positive.
The mean predicted probabilities for each patient are all greater than the thresh-
old, although some of them are very close to the threshold value. The middle
panel shows boxplots of the predicted probabilities for ER negative. It is obvious
that the variance of the predicted values within patient are generally greater than
those in ER positive. The predicted probabilities shown in these two panels are

calculated by leave-one-out cross-validation. We also calculate the predicted prob-
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ability P(Y;*|y) for those samples with ER missing response. This is computed
by averaging over all the trees generated from the posterior distribution given the
whole set of observations. The lower panel in Figure 6.5 displays these predictive

probabilities for ER missing. The variances are even greater.

At first sight, these results seems to be very encouraging and one might there-
fore think if the Markov chain can be assumed to have converged, these results
are ready for discussion with the collaborative biologists. However, before we can
make such a claim, we need to step back and take a closer look at the posterior
samples. Figure 6.6 shows a randomly picked tree from the posterior samples
given the data with ER response. For most of the leaf nodes, the number of
observations in the node is quite small. It is quite possible that most of the leaf
node contains only the sample IDs from the same patient. A closer look at the
leaf node supports our conjecture. We know that the prediction given the tree
sample is related to the observations falling into same leaf node. So for example,
the samples of patient A into the left-most leaf node in the tree. We hold out one
sample i and try to compute P(Y; = 1|y_;). Remember we can use importance
sampling to compute this probability without regenerating the posterior samples
according to equation (5.22). If the samples falling into the same leaf as the i
sample are mostly ER positive, the predicted probability of Y; being 1 is high and
close to 1. Otherwise, the predicted probability is low and close to 0. Note that
we observe that the samples from the same patient tend to fall into the same leaf
and it is likely that this leaf will contain only one patient because the number of
observations in each leaf node is relatively small. The prediction is therefore very
“accurate”. However, this is not the structure we want to explore. We aim to

explore the similarity in the mass spectrum between patients, not within patients.
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Figure 6.5: The boxplot of predicted values for ER response grouped by the pa-
tient id. The upper panel and the middle panel display the predicted probabilities
for ER positive patients and ER negative patients respectively. The lower panel

displays the predicted probabilities for ER missing.
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We can enforce a more restricted limit on the leaf size, as described in equation
(3.2), to have more patients into one leaf. However, this circumvention is rather
ad hoc and we do not have a clear idea what this limit should be. Another way
to assess the prediction validity is to do hold-one-patient-out cross-validation. We
did try that and the results do show some problems with this data; however, this
cross-validation is computationally expensive. In doing the cross-validation, we
hold out one patient, which means tens of samples, at each time. As we discussed
in Section 5.4.2, the importance sampling method is not feasible in this situation.
Therefore, we need to regenerate the tree samples when we hold out a patient,
which dramatically increases the computation. We will introduce a resampling

idea in next section to deal with this particular problem and this dataset.

The above discussion is based on the leave-one-out cross-validation analysis
for ER response. We also did the same analysis for HER2 and LNPOS, which are

shown in Figure 6.7 and Figure 6.8 respectively.

6.3 Resampling

In this dataset, we have multiple measurements for each patient. We denote
these measurements as X; = {x}, x?, ..., x!'}, where r; is the number of sam-
ples for patient 7. In the resampling model, instead of directly using these mea-
surements as the covariates, we treat them as noisy representatives. Suppose
these r; measurements are a random sample from some unknown, patient spe-
cific distribution Fj(z). Assume a Dirichlet process prior with parameter o on
F;(+). That is for every k and all measurable partitions (By, ..., By) of X, the
distribution of (P(By),...,P(By)) = (Fi(x € By),...,Fi(x € By)) is Dirichlet
D(a(By),...,a(By)). Now X, is a sample from Fj(-). As discussed in Fergu-
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Figure 6.6: A randomly picked tree sample from the posterior tree samples given
the data with ER response.
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Figure 6.7: The boxplot of predicted values for HER2 response grouped by
the patient id. The upper panel and the middle panel display the predicted
probabilities for HER2 positive patients and HER2 negative patients respectively.
The lower panel displays the predicted probabilities for HER2 missing.
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LNPOS: Leave-one-out boxplot (Positive)
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Figure 6.8: The boxplot of predicted values for LNPOS response grouped by the
patient id. The upper panel and the middle panel display the predicted probabil-
ities for LNPOS positive patients and LNPOS negative patients respectively. The
lower panel displays the predicted probabilities for LNPOS missing.
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son (1973), the posterior distribution of (P(By),..., P(By)) for all measurable
partitions (By,. .., Bg) of X given the data is

f(P(By),...,P(By)|z},a?, ... a})
it

Xi|P(By),..... P(B)f(P(By)...... P(By)

.

Il
z»

k
6_i(B1) o
P(B) = [ (B (6.1)
=1

1=1 j=1

k N
_ HP<Bl)Ej':1 5wz(31)+0¢(31).

Therefore the posterior distribution of F;(---) is a Dirichlet process with param-

eter v+ > 7 dgs. The predictive distribution is therefore

a((=00,1]) + 3251, 0gs ((—00,1])

a(X) +r; (6:2)

Fi(t1X)

Thus the predictive distribution is a mixture of prior guesses on F;(-) and the
empirical CDF. In the limiting case, when a gets small, the predictive distribution

is just the empirical CDF

T < g
]:

FX) — 3 dgi((—o0,f) (6.3

and so t is just uniformly distributed across 7. When « is not 0, we allow ¢ to
take values other than mg, 7 =1,2,...,r;. This case may be of interest when
there are just a few measurements in ;. Prior guess on Fj(-) explores the other
values than x; that could provide a better prediction p(y|x, T).

Now we introduce the resampling method for our Bayesian tree model. Sup-

pose patient ¢ has outcome y; and independent variable x;. The model is

p(yilx:, T). (6.4)
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Now we have multiple noisy measurements X; = {x!, @? ..., x}°} on x;. In our
data, some patients have as many as 26 and some have just 3 measurements. For
each patient 7, these measurements are assumed to be random samples from Fj(-).
We have already shown that if we assume Dirichlet process priors on Fi(-), @; is
uniformly distributed. However, the conditional distribution of @; is no longer

uniform given the observed data.

p(xily;, X3, T) o< p(mi|X?)p(yi|$iaT) (6.5)
= L4l |

where qf, j=1,2,...,r; sum to 1, and
q o plyle],T). (6.6)

That is, the conditional probability p(fvf ly;, X4, T) is proportional to the likelihood
given that the j' covariate in all the samples from the i*" patient is chosen as the
representative.

We can now formally incorporate the within-patient information into the MCMC
tree model analysis by resampling the covariates. Let p; denote the index of mea-

surement for patient i. The implied sampling algorithm is then:

1. For each i, set ! as the covariate. The p; are all initialized to be 1. The

data set is (y;, ®%'), i = 1,2, ..., m, where m is the number of patients.

2. Sample from p(T|(y;, x¥),i = 1,2,...,m) using the Metropolis-Hastings

algorithm with all four types of proposals. Repeat this step long enough.

q/

2;1:1 qzl' '

3. For each i, compute qf = p(yz|wf, T). Set x” = :L'f with probability

4. Go to step 2.
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This resampling algorithm basically means that if the likelihood is in favor of
one specific covariate, then the probability that this covariate is sampled to be
the predictor is higher than the others.

Once we have the posterior samples, we can make prediction about the new

observation by averaging over the tree samples, i.e.

L
where X, = {x!, 22 ..., 2" } is the multiple measurements of mass spectrum

for this new patient and T,;, i = 1,2,..., N are samples from p(T;|y,x). The

distribution p(y,| X, T;) is computed by averaging over all the measurements

1
[plwle TP@ Xz, ~ S bl el T) (63)

Similar to equation (6.3), @, is just uniformly distributed across X ..

We then run a leave-one-out cross-validation, but we are holding out one pa-
tient at a time. Note that the importance sampling method discussed in Section
5.4.2, which greatly reduces computation cost, is still applicable here. Therefore,
we can generate the posterior tree samples only once. Figure 6.9 displays the pre-
dicted probabilities that ER is 1 for each patient held out. The upper panel and
lower panel show the predicted values for ER positive patients and ER negative
patients respectively. It is obvious that the variance within each patient is very
large and the mean values are all close to the threshold. Compared to Figure
6.5, Figure 6.9 suggest that it may be very difficult to make predictions using the
information from the other patients. Figure 6.5 looks good because the covariates

within one patient are similar to each other, which does indicate the utility of the
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tree model for evaluating the degree of within patient similarity as opposed to

prediction.

6.4 Discussion

In this chapter, we explored tree modeling in analysis of a clinically interesting
proteomic dataset. This is a very interesting example because of its samples-
within-patient structure. Ignoring this structure, our tree model gave very good
predictions; however, the tree model seemed to classify the samples according to
the patient, which was not informative for cross patient predictions. If all the
samples are known to sample from similar tumor locations within each patient
and the number of samples for each patient are the same, we can consider all the
samples from each patient as one single observation. As this was not the case,
we introduced a resampling method, which assumes that the samples are from
an unknown patient-specific distribution. The revised analysis and results by the

MCMC algorithm were discussed.

This resampling method is an interesting idea to model data that have struc-
ture that is similar to this proteomic data. But it fails to make good predictions
in cross-validation analysis. This failure suggests we step back and analyze the
data again, though this resampling method still helps to diagnose some problems
in the analysis discussed in Section 6.2. I also exploits the importance sampling
method introduced in Section 5.4.2 to reduce the computation cost for leave-one-
patient-out cross-validation.

This resampling example is a rather incomplete analysis. For example, we have
not yet studied the posterior probability of each sample being used in the tree.
Furthermore, we can explore how to improve the leave-one-out cross-validation
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Figure 6.9: The boxplot of predicted values in leave-one-out cross-validation
analysis for ER response grouped by the patient ID. The upper panel and the
lower panel display the predicted probabilities for ER positive patients and ER
negative patients respectively.
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with our Bayesian tree model in the future.
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Chapter 7

Random Threshold

One major feature of tree models is the sharp partitioning of data into sepa-
rate, unrelated subgroups. With a single predictor variable this induces a “step-
function” regression predictor, and the inherent discontinuity can sometimes be
regarded as undesirable. Here we introduce the novel idea of “random thresholds”
to begin to address this issue.

In the first part of this chapter, we explore a simple example with only a
single threshold to motivate and explain the ideas of random threshold modeling.
Bayesian analysis is given for this simple example. Bayesian tree models with
random thresholds are then described in some generality. We discuss aspects of
MCMC analysis in this framework, and also comparisons of predictions between

the random threshold tree and regular tree using a simulated example.
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7.1 Illustrative example

7.1.1 Model specification

In the tree model, we recursively partition the covariate space into sub-regions.
In each region, a simple distribution is assumed. Consider a simple example data
as shown in the left panel of Figure 7.1. In this data, the mean value of y given
x is discontinuous at z = 0. In other words, if we make a split at x = 0, which
is marked with black dashed line, the observations in each region can be modeled
with simple distribution. To fit this data, we can use
2

IR ™
This corresponds to a tree model with one splitting variable and normal distribu-
tions in the leaves; however, this data is less realistic than that displayed in the
right panel of Figure 7.1, where a clear cut at x = 0 does not exist. If we still
use a tree model to fit this data, we will need to make more than one split. The
regression function of y given z may look like the (green) curve in this graph. As
there are more splitting variables, the tree size may get very large and thus it is

hard to capture and analyze the true structure.

Before we introduce the idea of random threshold, we explain why this could
happen. A first cause is the error in the variable. In this case, the observations are
indeed distributed with different mean values across the regions and the regions
are defined by the splitting variable z, but we do not observe this variable or the
values of z are noisy. Suppose that we actually observe = as the true underlying
z plus noise €, where € ~ N(0,~7%). In the true underlying model, the splitting
threshold is z = 0. If x is far less than 0, the true underlying splitting variable
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Figure 7.1: Illustrative example. Left panel: the mean value of y given x is
disjointed. Right: the mean value of y given x is continuous and smooth.

z is also less than 0 with high probability. In this case, the distribution of y is
similar to the one defined in region {z : 2z < 0}. The result is similar if = is far
greater than 0; however, if x is close to 0, the underlying z can be either less
or greater than 0. For example, if = is 0, the probability that z is less than 0
is 0.5. Therefore, if we observe only x, the distribution of y is a mixture of the
distributions specified in the adjacent regions. Thus given only x, there is no clear
cut for y at x = 0.
Assume

T = z4+v (7.2)

where v ~ N(0,~?) and
y = ml(z<7)+pl(z>7)+e¢ (7.3)

where € ~ N(0,0?). Given z, the probability density function of y can be com-
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puted by integrating out z to give

p(yle) = / p(ylz, 2)p(zla)dz

_ /T p(y|2)p(z|x)dz + /Oop(y|2)p(z|x)dz (7.4)
— <b(y; M1, 02)(1 — (I)(;L’; T, 72)) 4 (b(y; s, aQ)q)(x; - 72>

where ¢(x; p, 0?) and ®(x; u, 0%) are Normal probability density function and cu-

mulative distribution function respectively. Then it is easy to show that

E(ylz) = (1 — ®(x;7,7%)) + po®(x;7,7%). (7.5)

That is, the mean of y given x is a continuous function of z, favoring smooth
expected mean as shown in the right panel of Figure 7.1.

Another interpretation is via randomness in the threshold as analogous to
errors in splitting variables. In equation (7.1), the distribution of each observation
y; is decided by (z;,7). That is, for all z;, 7 is the same. A subtler model
introduces randomness in the threshold value. For example, for each observation
the distribution of y; is decided by (z;,7;) and 7; has a normal distribution with
mean 7y and variance v2, with 7;, i = 1,2,...,n being unobservable. We only
know the distribution of 7 by its mean and variance. This specification will lead
to the same probability density function for y as in equation (7.4). We call this
idea, which induces smoothness of the regression of y on x across the borders of

the sub-regions, the Random Threshold Tree Model.

In both approaches, the variance parameter ~?

is a smoothness parameter.
Figure 7.2 displays the mean of y given z, as specified by equation (7.3), for
different 2. As 72 gets smaller, the mean is less smooth and similar to the
one given by equation (7.1), so that the random threshold tree approaches the

standard model.
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Figure 7.2: The expected mean of y given z for different ~2.
7.1.2 Bayesian analysis

A natural prior choice for the parameters (jui1, ji2, 0%, %, 7) in equation (7.3) is

plo® ~ N(po,0?)

pialo®  ~ N(po,0?)

o? ~ 1G(a,b) (7.6)
2 ~ 1G(a,b)

T ~ Unif(L,U)

where (po, a, b, L, U) are the pre-specified hyper parameters. There is no conjugate

prior for 7; we choose a uniform distribution.

Given the observations (z;,v;), ¢ = 1,2,...,n, the implied full posterior distri-
bution may be sampled via MCMC using the following sequence of conditionals

of each iteration:
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1. For each i, sample z;|x;,7? ~ N(x;,7?).

n 1
—+CL,1 n

2. Sample |7, D ~ IG(
2 121 (Ui — p10)* + %

).

to+ i yil(z < 7)) o0®

3. Sample p, |7, 0%, D ~ N( )

n+1 "n+1
+5" yl(z >T) o0
and M2|T70-7,D ~ N(,uo Zlnlfl( )7 n+ 1)

4. Sample 7|1, o, 02, D.
5. Sample 2|y, po, 0%, D.
6. Output (uy, g, 02,92, 7).
7. Go to step 1.

where D = (z;,y;)",. Note that it is hard to sample directly from the conditional
distribution in step 4 and 5, so in these steps, we run a Metropolis-Hastings step
with proposals drawn from the priors for each of the 7 and ~2.

For the data shown in the right panel of Figure 7.1, we choose pg =0, a = b =
1, L = -2 and U = 2. Figure 7.3 displays the histograms of posterior samples of
7, p1 and po. The posterior mean and corresponding Monte Carlo standard error

for 7, py and o are 0.11(0.16), 1.13(0.15) and 2.95(0.14) respectively.

For any new x*, we compute the predicted mean of y* as

E(y*|e*, (xi,y:),i=1,2,...,n)

/ v p(y*|z*, ©)p(O)(z;, yi),i = 1,2,...,n)dO (7.7)
e

where © is (1, p12, 02,72, 7). Given the posterior samples of ©, the predicted mean
is approximated by Monte Carlo integral. Figure 7.4 displays the predicted mean
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Figure 7.4: The predicted mean of y, shown as the red solid line. The blue
dashed line is the expected mean level from the model.
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level (red solid line), which is very close the expected mean level (blue dotted line)

from the model in this simple example.

7.2 'Tree models with random thresholds
7.2.1 Model specification and posterior

We now introduce random thresholds in tree models. As discussed in Section
7.1.1, we assume that the splitting thresholds are random in order to get smooth
transitions in predictor space across the sub-regions. Remember a tree model T
is specified by the triplet (T, kr,Tr). For each splitting threshold 7,, u € a(T),
we assume that

Tu = pu-tlu (7.8)

where p,, is called the “true” splitting threshold for node u. Therefore a complete
tree model specification with random thresholds is Tg = (T, kr, 71, py), where
pr ={pu,u € a(T)}. The overall idea is that the v, terms will be small, random
perturbations to the underlying thresholds, thus adding little “shocks” to the
left /right specifications for each observation separately. It is key that the random
threshold will have tight priors around the p values. The prior for Tg is specified
by

m(Tgr) = n(pp|Tr, kr, T)n(Tr|kr, T)m(kr|T)n(T) (7.9)

We adopt the same priors for 7(T) = nw(7r|kr, T)n(kr|T)n(T) as discussed in
Chapter 2 and 7(pp|7r, kr,T) is specified by equation (7.8). Then the likelihood
is

fylpy, Tr, ke, T). (7.10)
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Note that y given p,, kr and T" are independent of 71, thus we can compute the

posterior of the tree model with random threshold as

7T<TR|y) X f(y‘TR)ﬂ-(TR> (7 11)
= fylpy, kr, T)m(pr|Tr, kr, T)w(Tr|ky, T)7 (k| T)7(T). '

Remember that random thresholds are introduced to achieve smoothing of the
conditional distribution of y given x. We are less concerned with finding the exact
partition of the feature space than with sampling from 7(7r, kr,T|y). This is

obtained by integrating out p, as

m(rr, kr, Tly) = / 7(pr, Tr, ke, T|y)dpr (7.12)

T

The resulting posterior MCMC method, similar to the one in Section 7.1.2, is then

straightforward, as follows:
1. Sample T and p;|T from their prior.

2. Propose a move in T (change, grow/prune, swap, restructure) to get a new

tree model T'.

3. For each internal node w in T’, sample p, ~ N(7,,7?). Thus we have T% =
(T, pr).

4. Compute the acceptance ratio r(Tg, T).

5. Take Tgr = T'; with probability min{r(Tg, T%), 1}.

6. Output T and go to step 2.

However this sampling scheme is not favored because: on one hand, we need to

revise the codes for all the proposals; on the other hand, practically the new
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proposed tree T, is less likely to be accepted due to the updating of p,. Rather,
we can achieve a more effective MCMC utilizing the existing code and method by
approximately integrating over the random threshold variables. In the practicable
context of a fairly precise prior for the thresholds, this can be done as below and

leads to the following modifications of the “regular” MCMC.

Notice that the posterior in equation (7.12) can be written

fWlpe, ke, T)w(pr|Tr, ke, T)w(Tr|kr, T)w (ke |T)m(T)dpy. (7.13)
Pr

Noting that the prior distribution 7(77, k7, T) is independent of p;, the corre-

sponding terms can be taken out of the integral and then the posterior is
w(rrlky, ) (k| T / F(wlpy kor Tin(prlrr ke Tydpp.  (7.14)

We can now directly use the Metropolis-Hastings algorithm discussed in Chapter
3 and the only difference is the computation of the likelihood function. The

marginalized likelihood f(y|7r, k7, T) is approximated by

f(yloh, kr, T) (7.15)

HM:

where pjf, j = 1,2,..., M are sampled from its prior w(p,|7r,kr,T). In this
sampling scheme, we can directly use the current code without revising proposals
and the only change is to define a new class for the computation of the likelihood.

Furthermore, given the posterior draws T,, ¢ = 1,2,..., M, it is not difficult

to design an algorithm to sample from p|y, T; if it is of interest.
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7.2.2 Prediction and cross-validation

Given the posterior samples of the tree model, prediction is straightforward, via

ply'ly) = / p(y*[ T, w)p(Tly)dT. (7.16)

We also assess prediction validity by running leave-one-out cross-validation. In
Section 5.4.2, we discussed how to use importance sampling to reduce the compu-
tational cost. However, in the tree model with random thresholds, the importance
sampling method is not directly feasible.

The equation (5.20) is the key in the importance sampling method. More

specifically, we need to have

p(y|T) = HuEb(T)p<{y}U|T)7 (7'17>

i.e., that the observations in different leaves are independent of each other given
T. However, in the tree model with random thresholds the observations fall to
the leaf node with certain probability given only T. We no longer have explicit
definition of {y}.,, u € b(T") and equation (7.17) does not hold.

If we want to run leave-one-out cross-validation, the importance sampling
method does not help to reduce the computational cost. Each time we hold

out an observation, we need to rerun the algorithm and produce new samples.

7.3 Simulated example

We simulate data according to

N(171) T2 Sp?vxl Sph
N(37 1) To > P2, L1 S P1,

~ 7.18

Y N(5,1) z3 < p3, 21 > p1, ( )
N(7,1) 3> p3, 71 > p,
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X1, 0.7

X2,0.3 X3,0.5

leaf1 leaf2 leaf3 leaf4

Figure 7.5: The tree structure for simulating the data.

where p; ~ N(0.7,0.01), po ~ N(0.3,0.01) and p3 ~ N(0.5,0.01). The corre-
sponding tree structure is displayed in Figure 7.5. The simulated data set con-
tains 162 observations. When we generate the data, we keep track of the “true”
splitting threshold p for each sample. Therefore we know which of the four dis-
tribution it is drawn from. The data is shown in Figure 7.6. Four different points
correspond to four different mean levels; however, they do not correspond to four
leaf nodes in Figure 7.5, because by our model, each sample can fall into any leaf
node as a result of the sample-specific randomly perturbed thresholds.

We ran the Metropolis-Hastings algorithm with change, grow/prune, swap and
restructure proposals and produce 8,000 tree samples. Given the posterior tree
samples, we computed the expected mean of each sample, displayed in the left
panel of Figure 7.7. As a comparison, the results for the regular tree model without
random thresholds are also shown. First, it is not a surprise that the posterior

means of the samples that are marked with cyan square are less than 7. For this
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Figure 7.6: The data generated from the model specified in equation (7.18).

specific data, the within-leaf variance is relatively large and thus we do not expect
to have a clear partition. It is very possible that those cyan square samples are
classified with red cross and black plus samples and therefore the posterior means
of cyan square samples are less than 7. Second, the posterior means are computed
by averaging over all tree samples; however, as we can see in the right panel of
Figure 7.7, most of posterior means of the black plus samples are the same. This
does not reflect the fact that these samples could fall into the other leaves. In
the left panel of Figure 7.7, the posterior means of blue circle samples and black
plus samples are close to each other, indicating the probability for these samples
to fall into the other leaf is high. This is not a surprise since their corresponding
sub-regions are immediately adjacent and belong to the same region {z; < p;},

so indicating the relevance and utility of the new random threshold idea.
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Figure 7.7: The posterior mean of each sample. The left panel corresponds to the
tree model with random thresholds. The right panel corresponds to the regular
tree model.

We also compare the tree samples from the tree model with random thresholds
to those from the tree model without random thresholds. Figure 7.8 displays two
tree samples. The tree in the left panel corresponds to the tree model with random
thresholds and the one in the right panel corresponds to the regular tree model.
They both have the largest log integrated likelihood in their analysis. The size of
tree on the right is much larger as expected because in the regular tree model more
splits are needed to achieve a good fit; this is also illustrated by the example in
the right panel of Figure 7.1. Exploring other tree samples confirmed this result,

that the random threshold model generates smaller and simpler trees.

7.4 Discussion

In this chapter, we introduced random threshold modeling ideas and incorporate
this into our Bayesian tree model. This idea represents and error in variables
concept, i.e., the uncertainty of the splitting thresholds. For each splitting rule in

the tree model, although an extra variable is defined, the implementation of the
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Figure 7.8: Tree samples. The left panel corresponds to the tree model with
random threshold. The right panel corresponds to the regular tree model.
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corresponding Metropolis-Hastings algorithm is no more complex. We only need
to compute the induced marginal likelihood by averaging over random thresholds.

The basic idea of a random threshold is simple. If an observation is close to
the border of the region, then it is less independent of the other observations.
Furthermore, the posterior probabilities of the observation falling into each leaf
may infer the distance between leaves, which corresponds to the distance between
sub-regions in the partition. The distance between leaves is an interesting area
for future research. In a conversation with Fabio Rigat, we have discussed the
possibility of specifying a prior for such a distance. Our tree model with the
random thresholds now suggests a quite novel approach.

In this present analysis, inference on random thresholds is still vague. In the
posterior tree samples, different tree structure are visited and we cannot directly
compare the thresholds across the trees. The focus is on computing the smooth
estimates of the resulting regressions rather than finding out about the underlying
“true” splitting thresholds.

As we will see in Chapter 8, this random threshold can be applied to the other

tree models than the regression tree.
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Chapter 8

AR Tree Models

Nonlinear time series models have been widely studied in the literature. One of
the common techniques to extend linear autoregressive models to handle nonlinear
time series data is thresholding. Motivated by the threshold autoregressive model

(Tong, 1990), we now explore Bayesian tree models in time series.

In development of this autoregressive tree model, we found the work of Meek
et al. (2002) of interest. Although the model specification is similar, key differ-
ence exists. Meek et al. (2002) conduct a Bayesian analysis for a collection of
alternative model structures (trees) having unknown model parameters. How-
ever, the construction of these structures are not clear and instead of running a
MCMC algorithm, Meek et al. (2002) evaluate the posterior probabilities for each
structure. The problem is then changed to that of model selection over finite
number of models. Our approach is quite different. Our autoregressive tree mod-
els focus on exploring the posterior space with the MCMC algorithm discussed
in the previous chapters, and aggregating over trees for prediction. There are
no pre-specified model structures. Instead we specify a prior over tree models to

represent structure uncertainty.
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We first review several thresholding autoregressive models and then discuss the
motivation for our autoregressive tree model in details. After describing model
specifications, we study two data examples. The first one is a synthetic data
example, which gives some guidelines for autoregressive tree analysis. The sec-
ond one is the Canadian lynx data example (Priestley, 1988). The extension to

autoregressive tree models with random thresholds is discussed in the last section.

8.1 Motivation
An autoregressive model can be written as

v = 0o+ Zle Oiyi—i + € (8.1)

where ¢, ~ N(0,0?). This is the standard AR(k) model for the {y;} process. A
class of nonlinear time series models extending equation (8.1) is called transition
autoregressive models (Tong, 1990; Chan and Tong, 1986; van Dijk et al., 2002).
Generally the current y; does not simply regress on the linear combination of the
past values, but rather on a mixture of two (or more) linear combinations. The

way of mixing is controlled by the transition function as in

k k
ye = bo1 + Z Oi19i—i + (Oo2 + Z Oi2ys—i)7 (7, ¢, 8¢) + € (8.2)

i=1 i=1
where ¢; ~ N(0,0?). Here the model for y; is actually a mixture of two AR(k)
models, specified by 6, and 0, + 05, where 8; = (0p1,011,...,0k1) and 6y =
(Bo2, 012, - - ., Oka2) respectively. m(v,c,s;) is the transition function, where s; in-
cludes the past values of y; and possibly some other inputs, v and ¢ are the

parameters to be specified. To simplify the notation, we write equation (8.2) in
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matrix form, namely
v = 2,01+ (v, 8)0,05 + & (8.3)

where z} = (1, yi—1, Yi—2, - - Yi—k)-
Specific to different problems and models, the transition function 7 (v, ¢, s;)
has different forms. Tong (1978), Tong and Lim (1980), Tsay (1989), and Tong

(1990) proposed and discussed a threshold autoregressive (TAR) model, namely
vy = 01+ I[s; > c|xj02 + € (8.4)

where the transition function is an indicator function which divides the space into
two regimes and in each regime y, is “locally” an AR process. s; in the indicator
function can be some other inputs than the time series data itself. If we restrict
s; to the past values of the time series data, we have the self-exciting threshold
autoregressive (SETAR) model (Petruccell and Woolford, 1984; Chen and Tsay,
1991; Wong and Li, 1998), namely

ye = 2,01+ I[y;—q > c|z,05 + € (8.5)

where d is the delay parameter. From the view of tree models, equation (8.5) is
an explicit expression of the tree model with only one split and the splitting rule
is {yt—q > ¢}. An immediate extension of this SETAR model is to admit more

than two regimes. For example, one possible extension could be

vy = 01+ Iyi—a, > 1, Y-y < 2|02 + I[Yyi—a, > €1, Yi—a, > C2|T,05 + €
(8.6)
Theoretically, we can still use the procedure described in Tsay (1989) to find

the estimate for the delay parameters and the thresholds. But in that case, one
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question is left unanswered. How many thresholds do we need to put into this
extended SETAR model? A possible approach to proceed is to enumerate all pos-
sible ways of thresholding and compare these models according to some criterion
(e.g. AIC, BIC) after the best estimate for delay parameters and thresholds are
found. This approach is computationally expensive and even infeasible for the
data with a complicated thresholding structure. A formal and appropriate ap-
proach is, of course, to build a thresholding structure on top of the AR model. A
natural choice for such structure is the tree model. For example (8.6) can be easily
described by a tree model of size 3 (two splits). In the remaining sections of this
chapter, we illustrate how to synthesize Bayesian tree models with AR models in
the context of non-linear time series data analysis. This model, combining tree
and autoregressive model, is called autoregressive tree (ART).

In both equation (8.4) and (8.5), the transition function is discontinuous. The
introduction of smoothness into the transition function leads to a model called
smooth transition autoregressive model (STAR). One can refer to Bacon and
Watts (1971), Chan and Tong (1986), Luukkonen et al. (1988), Granger and
Terasvirta (1993), Terasvirta (1994), Wong and Li (1998), Leybourne et al. (1998)
and van Dijk et al. (2002) for detailed discussions. Some examples of smooth

transition functions are:
e Logistic transition function: 7(7, ¢, y;—q) = (1 + exp(—y(ys_q — ¢))) L.
e Exponential transition function: 7(v, ¢, y;_q) = 1 — exp(—y(yi_q — ¢)?).

e Second-order logistic transition function: 7 (v, ¢, ¢2, ¥1—a) = (1+exp(—y(yi—a—

c1)(ys—q — ¢2))) 7, where ¢; < cy.

The smoothness parameter ~ in transition functions above is positive. No matter

136



what the (smooth) transition function is, the basic idea of STAR and TAR models
is to replace the linear combination with a non-linear function. That is, all these

models can generalized as

v = [{ye-1,y-2,-..},0) + €. (8.7)

In other words, the non-linearity is introduced in the expected mean of y; given
the past values, while normality still holds. Sometimes we would like to relax
this restriction. In SETAR model, the mean of y; is determined by either 6, or
(64, 07), depending on y;_4. STAR models relax this to be a weighted sum and
the weight is a function of the past value. This is how the smoothness in the mean
value is introduced. To further relax the restriction of normality, we assume there
is an underlying random variable z;_4 which depends on y;_4 and possibly some
other parameters. This z;_4 can be considered as the “true” transition variable.
In this case, the distribution of 1, is determined by this representative z;_4. If
normal distribution is assumed in each region, then the distribution y; is a normal
mixture. Therefore, not only is the mean of gy, a nonlinear function of the past
values, but also the distribution of g; is non-normal. This is analogous to the
random threshold introduced in Chapter 7. Therefore, if we use tree models to
define a thresholding structure for a SETAR model, this extension from SETAR
and STAR model is very natural in the tree model context and will be introduced

in a later section.
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8.2 Model specification

We will illustrate the relationship between the SETAR model and the ART model
by looking at a more complicated example. Consider the following model

Yo = I(a, < c)zi01 + I(Ye—a, = C1,Y1-a, < C2)7,02

8.8
+[<yt7d1 Z C1, ytfdQ Z 02).]7203 + €. ( )

Unlike equation (8.5), where the first item x}6, is like a base for the other regimes,
equation (8.8) is specified in the way that the “AR process” in each regime is
distinct from and independent of the others. This specification is introduced only
to simplify the notation. At time ¢, given the past data {y,_1,y;_2, ...}, the space
is divided into three regions (2 = {y;—a, < c1}U{yi—a, = 1, Yr—a, < o} U{¥4_a, >
C1,Yi—a, > C2}). This is similar to the partitioning of the feature space in the
tree model. It is easy to check that the thresholding structure in equation (8.8)
corresponds to the tree shown in Figure 8.1. The tree shown in Figure 8.1 is

different from the regression tree or classification tree in several perspectives.

e In CART models, a predictor set is used to form the splitting rules in the
tree and hence make the partition of the feature space. Here in ART models,

the past data {y;_1, ¥, ...} serves as the predictor variables.

e The splitting rules are changing as time changes. We specify the delay
parameter d; instead of a particular variable in the splitting rules. For
example, in node 0 in the tree shown in Figure 8.1, the delay parameter is

dy. So at time ¢, the splitting variable to be used is y;_g4, .

e In the leaf node u, the specified distribution is written as AR(k; 8,,), meaning

that if y, falls into this leaf, it has a form of y, = 2,0, + €. {y:}., the set of
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Y -d1,cl

leaf, AR1

Y _-d2, c2

leaf, AR2

leaf, AR3

Figure 8.1: An ART example. AR1, AR2 and AR3 in the leaf node stand for
AR(k; 01), AR(k; 03), and AR(k; 63) respectively.

observations falling into leaf node w, is not necessarily an AR(k;6,) process

because the time index in {y;}, is not sequential.

Define

and

Yk+1
Yk+2

yr

Yr—-1 Yr-2

Yk+1—p
Yk+2—p

nyp

(8.9)

(8.10)

where p is the pre-specified maximum value for the delay parameter. We hold out

the first k£ observations, to be used as the input. Then we can directly apply the

model specification for the regression tree to (y,«) with the distribution in leaf
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node u specified as

v ~ N(X/0,,5%) (8.11)

for every (y;, X¢), t € Nt(u,Z), u € b(T) and X; = (1,441, Ys—2,- -, Ys—k). This

is a special case of equation (1.18). The likelihood function for leaf node w is

1

1
———rexp(—5 (Y, — X1,0.)S 7 (y, — X,0.))
(2m) 72 %[>

L(0u702;yuaxu> = 2

xp(—

(8.12)

where n,, is the number of observations in the leaf and ¥ = 021, ,,, and (y,, X.)
denotes all the observations falling into this leaf.

As in the other cases, we need to compute the marginal likelihood on any given

tree structure. Suppose now we have M leaves, then

Yy, = XI191+€17
= X505+ e,
Yoo = Aoz (8.13)

yuy = XyOu + e,

where ¢, ~ N(0,0%l,,xn,) independently. Let y = (y,¥s,...,Y,) and 6 =

(01,0, ...,0,) . A natural choice of the prior for 8,,u =1,2,..., M and o? is

0,

N(0,
o ~ IG(a

e Loxq),
. (8.14)

where m is a pre-specified hyper parameter to control the variance of 8, and

q=k+ 1. Tt is easy to show y|o? is still multivariate normal with

Var(ylo?) = E(Var(y|0,0?)) + Var(E(y|0,0?)) = o2C '

where the covariance matrix is
. 1 / 1 / 1 /
C = D1ag(aX1X1 + 1L xny s EXQXQJFI,LQX”Q, e EXMXM+IanM) (8.16)
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From the normal/gamma theory, we know that y is marginally a multivariate t
distribution in n = 21]:4:1 n,, dimensions, with 2a degrees of freedom, mode 0 and

scale matrix R = C/(ab) with density
p(y) o< (2a+y R 1y)~(Retn/2, (8.17)

In order to compute the marginal likelihood we now only need to evaluate the

probability density function for observation y .

This model can be relaxed by assuming different o2 in each leaf node. That is

the distribution in leaf node u specified as
v ~ N(X/0,,0%). (8.18)
In this case, for example, equation (8.8) will be changed to

v = L(Yi—a, < c1)(@}01+ €) + L (Ye—a, > €1, Y1—dy < C2)(2102 + €12),

8.19
F+I(Yt—ay, = €1, Yimdy > C2) (7703 + €13). ( )

where €, 1 = 1,2, 3 are normal random variables with different variance.
Similar to the prior specification in equation (8.14), the prior for (8,,02),
u=1,2,...,Mis

0, ~ N(0,%Z:7,.,)

m ~4Xq

o2 ~ IG(a,b) (8:20)

The calculation of marginal likelihood is similar, except that in this case the
marginal likelihood in each leaf can be computed independently. Similarly, vy,
is marginally a multivariate t distribution in n, dimensions, with 2a degrees of
freedom, mode 0 and scale matrix R, = C,/(ab), where C, = %X{LXU + I, sen,, -
We compute the marginal likelihood p(y,|T) by evaluating the corresponding
probability density function of multivariate t distribution. Then the marginal
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likelihood for all the observations is computed by p(y|T) = [, p(y,|T). In the
following text, we will mainly study the case of equation (8.8).

We conclude this section by discussing forecasting. Given the data and poste-
rior tree samples, one-step forecasting is very straightforward based on

p(ytﬂ\yu) = /p<yt+1‘—r7y17y27 ce 7yt)p<T|y1:t)dT- (8.21)
T

However, when we want to further predict vy, o, it is not that easy. There are two
possible approaches. The first approach assumes ;1 is unknown yet. Then the
predictive density of y;,o given yq. is

p(yt+2|y1:t) = /p(yt+2|T7y17y27 e ayt>p(T|y1:t)dT (8.22)
T

but the predictive distribution of 3, given T,y is unknown. In linear AR
models, this is a normal distribution; however, in ART models, without the normal
assumption, we know nothing about p(y;42|T,y14) without immense additional
computations involving imputation of y;.1. This relates to the second approach

that assumes ;1 is known. Then we have

p(yt+2|y1;t+1)

= /p(ymlT,y1;t+1)p(T|y1;t+1)dT
-

(8.23)

In this case, the predictive distribution of y;,o given T, y;..11 is known. However,
the posterior samples T given y;.,,1 are not available. We need to regenerate the
tree samples at each step of forecasting, which is computationally expensive. In
practice, for near future forecasting, we still use the tree samples from T|y;.;, sim-
ply assuming that this represents an adequate approximation to the theoretically
exact p(T|y1.e41)-
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Simulated Example
T T
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Time

Figure 8.2: A simulated data from TAR model

8.3 Synthetic data analysis

We study two synthetic datasets. The first is simulated from a TAR model. We
show how to deal with TAR models in the ART framework. The second dataset

is more complicated, involving more than one threshold.

We simulate the first example dataset from the following model

yo = Iy < 0) (12901 = L5yp2) + (g1 > 0)(0.5y,-1 = 0.06y,2) + &
(8.24)
where ¢; ~ N(0,0.02%) and the initial values are y; = 0, y» = —0.1. The data is
shown in Figure 8.2. The data points marked with red circle are simulated from
1.2y, 1 — 1.5y;_o + €; and those with blue cross are from 0.5y; 1 — 0.06y;_o + €.
When we analyze this data with ART models, we know that there is only one
threshold. Therefore in running the MCMC algorithm, we can start from a tree
with only one splitting variable (two leaves). Since the size of the tree will be kept

the same, we do not need to run the grow/prune move. Swap move is not feasible
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and restructure move and change move are equivalent in this case. So, basically,
we just change the thresholding rule at every step. In the posterior samples, we
see 1479 out of 1500 trees with the delay parameter 1. The MCMC mean and
standard variance of the threshold are 0.00086 and 0.0107 respectively. We also
try to run the MCMC algorithm with grow/prune move and restructure move and

small trees are favored in the posterior samples.

The above analysis is very straightforward and can be easily done even without
the tree structure. However, when we move to a more complicated model, it is
not so obvious. We consider the following model

ye = I(y—1 < —100)(=767 — 1.5y;—1) + I(—100 < 3,1 < 0)(1.5 = 0.5y,_1)
+1(y4—1 > 0)(—300 + 0.5y:—1) + €&

(8.25)
where € ~ N(0,100?). A simulation of 200 samples is shown in Figure 8.3. We
also show a scatter plot of y; versus y;_; in Figure 8.4. It is obvious ¥, is not linear
in y;_1. The different regimes are marked with different symbols. In this case,
a simple AR model can not fit the data well. We thus use ART to explore the
thresholding structure; however, p specified in equation (8.10) is usually unknown.
In other words, we do not know how many steps we need to look back. Some
exploratory analysis may be helpful. Figure 8.5 shows the scatter plot of ;o
versus 1;. Unlike the scatter plot in Figure 8.4, it is hard to distinguish the three
regions marked with different symbols. In this case, p is likely to be 1 and then we
conduct the TAR analysis. However, in ART analysis we specify a large enough
number for p, e.g. p = 3 for this data. Then we run the MCMC algorithm and

check what structure is preferred in the posterior samples.

For this data, the prior for the leaf node distribution is 8, ~ N(0,0%l,x,)
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Simulated Example
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Figure 8.3: A simulation of 200 samples from model specified in equation (8.25)

The scatter plot of Y(t—1) vs Y(t)
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Figure 8.4: The scatter plot of 1,1 vs y;. Nonlinearity is observed.
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The scatter plot of Y(t-2) vs Y(t)

400
o
®
200} x 500 :
+ X X 800 X
O>< x O x X
+ X X % oo Q%%OQD ,
0’ L % X ><>< % S O@ +H o &
X ) S x@o
++
S 00 7 O o0 o B i T
> ot ov o * o
. M o+ 8° + 0 00% o
* +@D o) - +t0n00 0
_400’ ++ o O% + O§ T
O o) @) + o o
+ 0§88 0% o o
~600¢ 5 o o ° o o ]
o [0Xe) 0O
o
-800 ‘ ‘ ‘ ‘
-800 -600 -400 -200 0 200 400
Y(t-2)

Figure 8.5: The scatter plot of 3, 5 vs ;. No obvious thresholding can be seen
from this scatter plot.

and % ~ 1G(0.01,0.01). The pinball prior has a(m) = 1 + Pois(m — 1;3) and
B(i;m) = 14 Bin(i — 1;m — 2,1). The splitting variables (delay parameters)
are chosen uniformly via (i) = %, and splitting thresholds come, for all k, from
0x(-) = Unif(—723,324), where —723 and 324 are the minimum and maximum
values of y; respectively.

We ran the MCMC algorithm using the grow/prune, swap, change and basic
restructure proposals for 1000 iterations. Each iteration includes a series of 25
change moves, 25 grow/prune moves, 25 swap moves and 1 restructure move.
The acceptance ratio of grow/prune and change move is about 15.5% and 18.4%
respectively. The acceptance ratio of swap move is 0% and that of basic restructure

move is almost 1. This is not a surprise. When we take a close look at the

posterior tree samples, we find many trees similar to the two shown in Figure 8.6.
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Y_-1,-99.0715 Y_-1,-0.419541

leaf, 131 Y_-1,-2.25409 Y_-1,-99.4633 leaf, 44

leaf, 24 leaf, 44 leaf, 131 leaf, 24

Figure 8.6: Two posterior tree samples. These are visited with almost equal
probability.
It is obvious that if, for example, the tree on the left panel of Figure 8.6 is the
current one, swap move will not be accepted because it will propose a new tree
with an empty leaf node. As for the basic restructure move, it will propose trees
between the two shown in Figure 8.6. We can see that the two tree structures in
the figure are actually equivalent in terms of the thresholding structure and our
basic restructure move is able to jump between them. Meanwhile, our MCMC
algorithm finds some other trees as well, but most of the trees we see in the
posterior samples have the structure as in Figure 8.6 and in most of the trees,
although we allow delay parameter up to 3, only ;_; is used, indicating that y;_o
and 1;_3 are not necessary to form the thresholding structure.

Figure 8.7 shows the histogram of the log integrated likelihood for the posterior
tree samples. The red dashed line indicates the log integrated likelihood of the
true model. The histogram shows two modes. One is centered at the true value

and the other one is slightly smaller. This indicates that our algorithm has visited
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Histogram of log integrated likelihood
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Figure 8.7: The histogram of the log integrated likelihood with the one from the
true model indicated.

the other trees while the tree model corresponding to equation (8.25) is strongly

preferred.

8.4 Lynx data

Now we consider a real data example. We want to model the annual number
of lynx trappings in the Mackenzie River District of North-west Canada for the
period 1821 to 1934 (Priestley, 1988). The logarithm with base 10 of the data is
shown in Figure 8.8. We first look at the scatter plot of y; versus y;_; to check
if there is any obvious structure. The scatter plot is shown in Figure 8.9. It is
obvious that y; is generally linear in 1;_;. The non-linearity lies in the asymmetry
in the rising period (i.e. from “valley” to “peak”, y;_1 > y;_o) and the falling
period (i.e. from “peak” to “valley”, y;1 > y;2). In Figure 8.9, these two

periods are marked with red circle and blue cross respectively. It can be seen that
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Canadian Lynx
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Figure 8.8: The log number of the Canadian lynx trappings for the period 1821
to 1934.

the variance of y; given 1,1 in the rising period is slightly larger than that in the
falling period; the time spent on the rising period is slightly higher than the time
spent on the falling side.

In this section, we aim to explore this feature with our ART model. Chapter
7 in Tong (1990) is recommended for a comprehensive study of this data. In our
analysis, we set k = p = 2, that is, at any time ¢ we will look back up to 2 steps to
find an appropriate splitting variable and in each leaf, an AR(2) model is assumed.
Observing the significance of y; 1 — y;_o, we will also include this variable in the

splitting variable set. In this case, equation (8.10) is

Yk Yk—1 Yk — Yk—1

x = (2t 2%.. . 2P0t —2?) = yk_ﬂ yk ykﬂ__ Yk . (8.26)

Yr—1 Yr—-2 Yr—-1 — Yi—2

We ran the MCMC algorithm and produced 1000 posterior tree samples. Fig-
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Scatter plot of y(t) versus y(t-1)
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Figure 8.9: The scatter plot of y; versus y;_;. The rising period and falling

period are marked with red circle and blue cross respectively.
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The histogram of tree size The histogram of log integrated likelihood
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Figure 8.10: The posterior histograms of tree size and log integrated likelihood.

ure 8.10 displays the histogram of tree size and log integrated likelihood. Surpris-
ingly, 825 out of 1000 tree samples have only one single node, which means that
in our ART analysis AR(2) model is preferred in fitting the data. This partly
supports what we have seen in Figure 8.9, where a strong linear relation between

y; and y;_1 was shown. However, non-linearity is evident as now discussed.

Taking a closer look at the posterior tree samples, we find that some more
complicated models have also been visited. Two tree samples are shown in Figure
8.11. They are both trees with only one splitting variable. In the left panel, the
splitting variable is 1;_3, which is y;_1 — 3;_» in our specification. The resulting
two subset of observations are very close to the division between rising period
and falling period. The tree displayed in the right panel has a different splitting
variable, which is y;_».

This ART analysis in this example illustrates the use of the approach as an ex-
ploratory tool to study non-linearity in time series data. There are many question
left unanswered and this first extension of Bayesian tree models to ART modeling
is just an initial, opening step. For example, have we run the posterior MCMC

algorithm long enough? How do we choose k£ and p? These questions will be
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Figure 8.11: Two tree samples

studied as we further develop this model.

8.5 Extension

We briefly discuss one extension of ART models, that of random thresholds. The
observation and the splitting variable are specified as equation (8.9) and (8.10).

In addition to that, we have a set of underlying variable z = (2%, 2% ..., 2P). As

in the random threshold model, the given splitting variable set is the “noisy” rep-
resentation of z and the true splitting variables are z. Similar to the discussion
in Chapter 7, the only change to the implementation of ART model is the calcu-

lation of the likelihood. We integrate out all the underlying variables in order to

calculate the marginal likelihood.

Consider a simple example specified in equation (8.5). Suppose y;_4 is a noisy

splitting variable. It follows a normal distribution with mean y? , and variance
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~2. The marginal likelihood is

P(Ye|ze, Yi-a, 01, 02, ¢, 0%, 97)
= / - Pyl yilg, 01,02, ¢,0%, )P (Y alyr-a)dy g
= 0l a4(6: + 02), 1)1 — B{yile1?) + 6l 762,00yl
(8.27)
where ¢(xz; p, 0%) and ®(x; pu, 0%) are the normal probability density function and

the normal cumulative distribution function respectively. Thus the mean

E(y|ze, yi—q, 01, 02, ¢, 0%,+?%) is
2y (61 + 02)(1 — @(y-alc, 7)) + 2,022 (yi—alc, ) (8.28)
which can be simplified to
2,01 (1 — ®(y_qlc,7?)) + 2}0-. (8.29)

This mean is a specific case of the mean in equation (8.3). The transition function
is in the form of normal CDF. It is easy to check that different transition functions,
e.g. exponential transition function and logistic transition function, correspond
to different distribution assumptions for the underlying splitting variable. The
key difference between ART with random threshold and STAR is that the normal
assumption in STAR does not hold in our model. Therefore in analyzing nonlinear
time series data, the normal assumption can be relaxed with ART model with

random threshold.
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Appendix A

SimTree Manual

In this appendix, we describe the implementation of our Bayesian tree model in
C++ and demonstrate the usage of the code SimTree. SimTree is a collection of
C++ code with object oriented design. With this design, it is easy to write new
code for new applications. For example, we need to include just one new class for

survival tree.

A.1 Classes

In this section, we describe the several key classes: Node, Model, Proposal, MCMC'
and Diagnose. Figure A.1 displays the complete class hierarchy in the implemen-

tation of SimTree.

A.1.1 Node
Node class defines a node in the tree. It has the following member variables.
e left, right: the pointers to the left child node and right child node.

e obs: the pointer to the observation class, which stores the data.
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Figure A.1: The class hierarchy in the implementation of SimTree.
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e splitVariable, splitLevel: splitting rules assigned to this node. If splitVari-

able is —1, this node is a leaf node.
e SubjectList: the index of observations classified to this node.
Several key member functions includes

e DumpDotFile: Output the subtree starting from this node to a dot file,

which will be used to draw a tree with dot program.
e UpdateSubjectList: if the splitting rules is changes, update the subject list.

NodeTree is a derived class of Node. It represents the whole tree/subtree. A key
member function is Pot. Given the model for tree structure, splitting variables

and leaf node distribution, it calculates the negative log posterior probability.

A.1.2 Model

Model class is designed to describe the model for tree structure, splitting variables

and leaf node distribution. Key member functions include
e Potential: a virtual function. It calculates the negative log prior probability.

e PotentialDifference: a virtual function. It calculates the change of negative

log prior probability given the changes to the tree.

ModelLikelihood, ModelSplittingVariable and Model TreeStructure are derived classes
of Model. ModelLikelihood describes the leaf node distribution. In the current de-
velopment, we implement ModelLikelihoodBinomial, ModelLikelihoodExp, Mod-
elLikelihoodGaussian, ModelLikelihoodRandomGaussian and ModelLikelihood-
Weibull, corresponding to Binomial distribution, Exponential distribution, Nor-
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mal distribution, Normal distribution with random threshold and Weibull dis-
tribution in the leaf node. When a new model is developed, we only need to
implement a new class derived from ModelLikelihood and implement those vir-
tual functions calculating the negative log marginal likelihood.

ModelSplitVariable is a derived class of Model to describe the prior for the
splitting rules. In the current development, we have the implementation of Mod-
elSplitVariableIndependent, corresponding to the independent prior specifications
for splitting rules.

ModelTreeStructure is a derived class of Model to describe the prior for the
tree structure. In the current development, we have the implementation of Mod-
elTreeStructurePinball, corresponding to the pinball prior for tree structure de-

scribed in section 2.1.

A.1.3 Proposal

Proposal class is designed to describe several proposals in the Metropolis-Hastings
algorithm in chapter 3. It has only one member function ProposeChange, which
proposes changes to the tree and return a Delta class (describing the change).
ProposalBasicRadical, ProposalChange, ProposalPrunegrow and ProposalSwap
are the derived classes corresponding to restructure move, change move, grow /prune

move and sSwap 1move.

A.1.4 MCMC and diagnosis

MCMC class runs the Metropolis-Hastings algorithm given the input of proposals
and models for the tree. Acceptance ratio are recorded and return. MCMC itself

does not records all the trees in the chain. So after each iteration, we need to
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store the tree in a vector.

Diagnose class provides a collection of functions, calculating the importance
of splitting variables, negative log posterior probability, the predicted values in

leave one out cross validation, etc., given the input of posterior tree samples.

A.2 Usage of SimTree

The code is successfully compiled and run with g++ 4.0 and Visual C++ 8.0. An

example of running SimTree is

Example
./SimTree seed DataFile OutputPrefix

The running arguments are

e seed: seed number for random number generator.

e DataFile: the input of data. The first line specifies the type of distribution
in the leaf node, defined in the header file Observation.h. The second line
specifies the number of observations and the third line specifies the number
of predictors. From the fourth line, each line is an observation in the format

of w1, x9,...,2p,9.

e OutputPrefix: the prefix for a collection of output files. The output files
includes the importance table of predictors, log marginal likelihood for each
tree, predicted values of leave one out cross validation, etc.. Detailed output

can be found in Diagnose::Scoring.

The software is available for download on http://www.isds.duke.edu/~casper/.
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datainput.txt

O 1 N

0.1 0.2 0.12
0.2 0.10.14
0.4 0.4 0.50
0.10.10.13
0.2 0.4 0.30

Table A.1: A sample data input file.
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