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Two-phase regression models are a class of nonlinear regression models that are known for
their flexibility and interpretability. An important feature of two-phase regression models is the
existence of a threshold at which the relationship between an outcome and a covariate of interest
changes. A standard estimation method, such as that used for generalized linear models, cannot
be applied to two-phase regression models since the likelihood function is not differentiable with
respect to the threshold parameter. We resolve this difficulty by using a grid search method which
reduces the problem to a set of well-behaved likelihood functions for given candidate threshold
values. Previously, a fast grid search algorithm that dramatically improved computational efficiency
over a brute-force grid search was developed for two-phase regression models with linear trends.
Here we generalize this algorithm to higher-order two-phase regression models where two separate
polynomial regressions, not limited to linear, are used to model each phase (i.e., before and after the
threshold). Based on the proposed fast grid search algorithm, we perform Monte Carlo simulations
to examine the behavior of the parameter estimates. A real data example is also presented to

illustrate the practical use of two-phase regression models.
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Chapter 1

INTRODUCTION

1.1 Background

Two-phase regression models are used extensively to model a nonlinear relationship between an
outcome and a covariate of interest (e.g., Hinkley, 1971; Gallant and Fuller, 1973). These models
describe the nonlinear nature of the relationship more flexibly, by fitting two different polynomial
regression functions in the domain of the covariate partitioned by a threshold. Such flexibility and
ease of interpretation make them attractive for a wide range of applications such as biology, ecology,
economics and physics. In the case of biomedical applications, for example, they can model the
relationship between the reciprocal of serum-creatinine and time following a renal transplant (Smith
and Cook, 1980). A positive relationship between the two shortly after transplant indicates restored
renal function but the change to a negative relationship indicates rejection. Thus, estimating the
time at which rejection occurs (i.e., threshold) is of paramount interest for monitoring the renal
function of recipients.

The primary focus in this thesis is on continuous two-phase regression models (hereafter referred
to as two-phase regression models for brevity) where, at the threshold, the two polynomial regression
functions join and no jumps occur. As in the usual regression setting, parameters of two-phase
regression models are estimated using the maximum likelihood (ML) method. However, the fact
that the likelihood function of a two-phase regression model is non-smooth and non-convex with
respect to the threshold parameter poses severe challenges for estimation using the ML method.

One approach to circumvent this problem and find the maximum likelihood estimator (MLE)
of the two-phase regression model is smooth approximation (Pastor-Barriuso et al., 2003). The
likelihood function is approximated by differentiable transition functions (e.g., logistic function)
and the MLE is obtained by an iterative procedure such as Gaussian-Newton algorithms. Although
it achieves a fairly fast convergence (Fong et al., 2017a), the solution produced is a local maximizer

of the likelihood function and starting values play a crucial role in the local convergence. Fong



(2019) also showed that coverage probabilities of bootstrap confidence intervals obtained from the
smooth approximation are far below the nominal confidence level, particularly for small sample
sizes.

Grid search is an alternative approach that aims to simplify the problem by conditioning on
fixed threshold values. In essence, this approach chooses a grid of candidate threshold values
(usually the observed covariate values discarding extreme ones) within the domain of the covariate.
Conditioned on any candidate threshold value, the two-phase regression model then can be regarded
as the standard regression model in which the likelihood function is differentiable. The MLE of
the threshold is the candidate value which gives the largest likelihood. Despite its simplicity and
intuitive appeal, however, the grid search method is exhaustive in the sense that it computes the
likelihood for every candidate value, making it nearly impractical for large sample sizes if done in
a brute force fashion.

Recently, Fong (2019) built a fast grid search algorithm for piecewise linear two-phase regression
models (i.e., two lines join at the threshold) to shorten the computation time. Without refitting the
submodel for each candidate threshold, recursive formulas in the algorithm compute and update
the likelihood of the submodel sequentially by considering two neighboring candidate threshold
values. This algorithm was further improved by Elder and Fong (2019), who adopted the inverse
formula of a block matrix to explicitly calculate the hat matrix. As a result, computational time
was significantly reduced even when the sample size and the number of covariates were both large.
The algorithm was implemented only for linear two-phase regression models, still leaving room for

further development.
1.2 Objectives

This thesis extends the fast grid search algorithm developed by Elder and Fong (2019) to the
general case of two-phase polynomial regression models. All possible polynomials of order ¢ (¢ =
0,1,2,...), not just line segments, are considered both before and after the threshold. Throughout,
for readability, we use the notation “Mqq” and “Mqqc” to denote the model. The first and second
numbers following M represent the orders of polynomials before and after the threshold, respectively.
For example, M11 denotes a linear two-phase regression model and M01 denotes the hinge model

(Fong et al., 2017a). The letter ”c” refers to smoothness constraints at the threshold imposed on the



polynomials of order less than q. M12c, for example, denotes a linear-quadratic model constrained
to have the same first derivative at the threshold.

We first derive a fast grid search algorithm for the general g-th order two-phase regression model
(¢ > 2) in Chapter 2. Specifically, six types of g-th order model, i.e., Mq0, M0Oq, Mql, Mql, Mqq
and Mqqc, are studied in this thesis rather than exhaustively exploring all possible models. Then
we discuss special cases of the ¢-th order model as shown in Figure 1.1. These models involve
quadratic or cubic polynomials and are most likely to be considered when confronted with real
data problems. In Chapter 3, the performance of our proposed algorithms is assessed via Monte
Carlo simulations. Chapter 4 presents a real data application to demonstrate the use of two-phase

regression models. A concluding discussion follows in Chapter 5.

MO2 M20 M12 M21 M22
: s a4 s o6 7 os : s a4 s 6 7 os : s o4 s o6 7 os : s a4 s o6 7 os : s a4 s o6 7 os
M12c M21c M22¢
d s o4 s o6 18 d s o4 s 6 18 d s o4 s o6 18
M03 M30 M13 M31 M33c

Figure 1.1: Mean functions of thirteen two-phase regression models to be discussed later. The
threshold is at « = 5 for all models.



Chapter 2

FAST GRID SEARCH ALGORITHMS FOR HIGHER-ORDER TWO-PHASE
REGRESSION MODELS

2.1 Algorithms for q-th order two-phase regression models

2.1.1 Fast grid search algorithms for Mq0 and M0q

We start with the model Mq0, which is a generalized version of the upper hinge regression model
(corresponding to M10 in this thesis) studied in Elder and Fong (2019). Mq0 can be expressed in

terms of the following mean function:
n(z,z) =o1+adz+ Bz —e)- + fa(x —e)2 + -+ Bylz — )L, (2.1)

where x is the covariate of interest, e is the threshold parameter, z is a vector of adjustment
covariates of dimension p — ¢ — 1 (p is the number of coefficients), and (z —e)- =x —eif z < e
and 0 otherwise. Thus, with the corresponding regression coefficients, the parameter vector is
defined as 0 = (a1, a2,01,...,8,€). As in a classical linear model setting, let n be the sample
size, Y = (y1,...,yn) be the outcome vector, = (z1,...,z,) be the main covariate vector,
Z = [z1,...,2y,) be the n by p—q—1 adjusted covariate matrix, and 1 be a vector of ones of length
n. Then X, = [1, Z, v, v3%, ..., v, where v, = (x — 1e)_, denotes the n by p design matrix of
MqO for a fixed value of e. Here, for any vectors a = (aq,...,a,) and b = (b1,...,b,), we denote
them by b=a®?if b; =a] fori =1,...,n.

Conditioned on a given e, Mq0 is reduced to the standard linear model whose log likelihood
is proportional to ~Y7(I — H.)Y = -Y'Y + YTH_.Y, where I is the identity matrix and
H, = X . (XIX,)71XT is the hat matrix. The maximum likelihood estimator (MLE) of Mq0 for
a given value of e is 8, = (X7 X,)"'X7Y. To find the MLE, the grid search algorithm takes the
observed values of @ as the candidate threshold values (after discarding extreme values, e.g., 10%)

and computes YT H,Y for the submodel corresponding to each candidate e. The MLE 6. of the



submodel giving the largest log likelihood, along with the corresponding e, is taken as the MLE of
Mq0.

Our proposed grid search algorithm aims to enhance the search efficiency by updating Y7 H,Y
sequentially instead of computing it for each e separately. Decomposing the design matrix of the
submodel into two parts such that only one of them involves e is the essential step for speeding up
computation:

X.=[1,Z,v.,v3,..., v = [X, V],

where X = [1,Z] and V. = [ve,vS2,...,vc%. Then the submodel hat matrix can be explicitly

computed by using the block matrix inversion formula as follows:

-1
ro . |XTX XTV, A+ AXTV.C;'WVIXAT —AXTV.C!
(Xe Xe) = =
VéTX ‘/eT‘/e _Ce—l‘/eTXAT Ce—l

where A = (XTX)™!, C.=V!'V, - VI HV, and H = X AX”. Thus, we have

A+ AXTV,CoWVIXAT —AXTv,.cl| | XT
—C;l‘/;TXAT C;l VT

e

H. = Xe(XeTXe)_lXZ = [X, Ve}
= H+[HV,-V,]C,'[HV, - V,]".
Consequently,

Y'H.Y =Y"{H + [HV. - VJC,'[HV. - V,]'} Y

=Y'HY +YT[H - 1|V.C;'V.' [H - IY
N——

T

=YTHY ++rTV,.C:'VIr

=YTHY + "V (VIV, - VIHV,) 'VIr

— YTHY + ,,,,TV'e("/'eT‘/é . ‘/éT X(xTx)fl/Z(XTX)fl/QxT‘/é)fl‘/eTr
—_———

= Bux(p—q)

=YT'HY + "V (VIV, - VIBB'V,) 'V (2.2)



Notice that in equation (2.2), only the three terms, i.e., V.I'V,, V.I'r and V.I' B, involve e.
Developing recursive formulas for these terms is critical in our fast grid search algorithm, which
enables the second term of equation (2.2) to be sequentially updated in computing the log likelihood
of the submodel. Suppose that the rows of the design matrix X, are ordered by increasing values
of . Consider two arbitrary consecutive values of e, say, e; and e;11, each corresponding to the

k" and k + 1" ordered values of x in the dataset. Then we obtain
(1) ~ (s) q
Veeor = Ve, = [dt Oty oo, {Zl d (—1)¥+! (S) w°(q_s)} ° 5t] ’

where dgs) =ej,1 — ¢, o is the element-wise product operator and d; is a n by 1 vector whose first

k elements are -1 and whose remaining elements are zero.

Given a definition Dglz) = Zizl dgs)(—l)s(i)xlfs, it follows that

1

v v,

€t41 7 Et+1

=VIv,, +w,

where W is a ¢ by ¢ symmetric matrix whose (I, m)th entry is

k
S (@i — e)" D) + (2; — e)' DI + D) DIV}, (2.3)

%
i=1

and

v r:VEtTr—l—'w,

€t+1

where w is a vector of length ¢ whose [-th element is
i !
S D, (2.4)
i=1
r; is the i-th element of r, and lastly,

VI B=VB+ Wy,

€41



where Wy is a ¢ by p — ¢ matrix whose (I, m)th entry is

k
ZDg,lz')Bi,ma (2.5)
=1

and B; p, is the (i, m)th entry of B.
The complete description of the proposed fast grid search algorithm for Mq0 is given in Algo-
rithm 1.

Algorithm 1 Fast grid search algorithm for higher-order two-phase regression models

1. Sort the observations in ascending order of z;.
2. Compute and store V'V, V.I'r and VI B.
3. Compute and store YTHY — YT H,, Y according to (2.2).

4. Fortin 1 to M — 1:

(a) update VI V,, ., VI rand VI B according to (2.3), (2.4) and (2.5),

€t41 €41 et+1

(b) compute and store YTHY — YT H,, ,Y according to (2.2).

Among the candidate values ey, ..., ey, the MLE of the threshold parameter is the one that
minimizes YTHY — YTH,Y. The MLE of the coefficient parameters follows immediately from
the corresponding submodel.

In fact, Algorithm 1 works for any other higher-order two-phase regression models, such as M0q,
Mql, Mqq, Mqqc, by substituting (2.3), (2.4) and (2.5) accordingly. Below we give the detailed
derivations of the recursive formulas (2.3), (2.4) and (2.5) adapted to a specific model.

The mean function of M0Oq is given by

n(x,z) = a1+ &3z + Bi(x — &) + Palz — &)2 + -+ By(z — €)%

where (x — é)y = z —é if x > € and 0 otherwise. One can easily notice that this is simply a

reparameterization of the mean function of Mq0. That is, replacing  with —x in equation (2.1)



yvields &1 = a1, @p = g, Bs = (=1)°Bs for s = 1,...,q, and € = —e. Hence fitting Mq0 with —z
using Algorithm 1 gives the MLE of M0Oq.

2.1.2 Fast grid search algorithms for Mql and Mlq

Adding a linear term in x to equation (2.1) gives the following mean function of Mql:
(@, 2) = a1+ azz + iz —e)— + Pl — )% + -+ Bylz — &)L + ya. (2.6)

We observe that the design matrix of Mql is decomposed as X, = [X, V], where X = [1, Z, x|
and V, = [ve,v2?,...,ve%. Since V, remains the same as in Mq0, so do the formulas (2.3), (2.4)
and (2.5).

It immediately follows that the mean function of M1q
n(z,z) = a; + dgz —i—Bl(:c — &)+ +ﬂ~2(x — é)i 4t Bq(w — &)1 + 9z

is a reparameterized version of equation (2.6). By substituting —x for x in (2.6), we obtain &3 =
a1, 89 = ag, Bs = (=1)*Bs for s =1,...,q, ¥ = —7y, € = —e and the same argument in Section

2.1.1 applies here.

2.1.83 Fast grid search algorithm for Mqq

For Mqq, consider the following mean function:

n(xz,z) =1 + agz + 01— (x—e)-+Pr+(r—e)t + Po—(x — e)? + Bo,4(x — e)i

+ -+ By—(x—e)L + B4 (xz —e)l. (2.7)

q

The design matrix X, is now split into X = [1,Z] and V. = [ve, Ue, . .., ve?, ue!], where ue =

(CE — 1€)+.
With DEZZ) = Zizl alts)(—l)s(l):nl,_S (as defined earlier) and Dt(l) = (Dt(li, . ,Dt(?l),

S 3

Veoort — Ve, = [—Dt(l) o 0y, —Dgl) o St, cees —Déq> o 04, —D,gq) o St],

€t+1



where d; is defined as before and St is a n by 1 vector whose first k£ elements are zero and whose

remaining elements are -1. Then we derive the recursive formulas for Algorithm 1 estimating the

MLE of Mqq as follows:

vl v

ett1 7 €t+1

T
= Vvq ‘/;t + W1*7
where W7 is a 2¢ by 2¢ symmetric matrix whose (I, m)th entry is

S D DS + (@i — e D) + (2, — e)* DL},

S ADS) DY) (@ — e)* D) + (2i — e)* DY,

0 0.W.,

and

1% r—VTr+w

€t+1

where w* is a vector of length 2¢ whose [-th element is

S Dt(si)ri, forl=2s—1(s=1,...,q)

Yo k+1D( )n, forl=2s(s=1,...,q),

and

vl B=VI'B+w;,

€t+1

where W5 is a 2q by p — 2¢ matrix whose (I, m)th entry is

leD(S Bim, foril=2s—1(s=1,...,q)

D DS)Bi,ma forl=2s(s=1,...,q).

forl=2s—1, m=25—1(s,5=

for 1 =2s, m=25(s,§=1,..

]‘7"‘7q)

,q)
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2.1.4 Fast grid search algorithm for Mgqqc

The mean function of Mqqc is expressed as

2 1

N, z) =1+ agz+ oz —e)’ + -+ fga1(z — )"

+ Bz —e)L + By (. — )L +z

after imposing the smoothness constraint 5, — = 5+ = s for s =1,...,¢—1 on equation (2.7) and
letting 81 = «. In other words, Mqqc satisfies the smoothness condition that the s-th derivatives,
with respect to x, of the g-th order polynomials before and after the threshold e are the same when
evaluated at z = e. Then with X = [1, Z,z] and V, = [(x — 1e)°2,..., (z — 1)@ D v ud?], we

have the usual decomposition X, = [X, V¢]. It follows that

Viior = Voo = [DY,... ., DY —DD 6§, D 0 &),

€t+1

where ng), 8, and &, are defined as before. This yields the following recursive formulas for Mqqc.

vl v

et+1 ° Ct+1

= Vvej;‘/et + Wl**ﬂ



where W™

and

where w™**

11

isa g+ 1 by ¢+ 1 symmetric matrix whose (I, m)th entry is

S ADIDI 4 (@ — e)! DI + (w5 — ey DY},

for1<i<g—1,1<m<q-—1

SE DD 4 (2 — ) DI + (25— e)mDI)Y,

forl=q, 1<m<ygq

or1 <l<q, m=q

Zz k+1{D - I)D(m) + (z; — et)l_lDt(T) + (i —er)™D l 1)}

forl=q+1, 1<m<qg—1

S e DYDY 4 (2 — ) DY 4 (2 — ey DI,

for1<i<qg—-1 m=q+1

i k+1{D l 1)D(m - + (@i — €t)llezg,T_1) + (@ — et)m’lDi,lz’_l)},

forl=m=q+1
forl=q+1, m=gq

orl=q, m=q+1

vT 'r—VT'r+fw

ett1

is a vector of length ¢ + 1 whose [-th element is

Zle(lrl, for1<i<g-1
Zle Dili i, forl =q

ik D ll)m forl=q+1,
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and

VI B=V!B+w;*,

€t+1

where W5* is a ¢+ 1 by p — (¢ + 1) matrix whose (I, m)th entry is

py DggBi,m, for1<i<qg-—-1
% D) Bim, for I =g

Sy DYVBy e, for =g+ 1,

2.2 Discussion of special cases

2.2.1 Quadratic two-phase regression models without smoothness constraints: M20, M02, M21,
M12, M22

In this subsection, we examine the quadratic two-phase regression model with no smoothness con-
straint, namely M20, M02, M21, M12 and M22. For each model, we express the recursive formulas
discussed in Section 2.1 in a closed form for ¢ = 2.

For M20 of the form

n(z,z) = +a§z + Bi(z —e)_ + Bo(x —€)?,

equations (2.3), (2.4) and (2.5) are reduced to

C1 C9
Wl = )

c2 €3
: k_ Nk kE _\k 2 kE _\k 3
where, with X3 = > 7" @, X0y = >0 @7 and X5 =)0 @7,

e = =245k 4 2kdMe, + k(dV)?,
e = —3d5E, + (2(dV)? + 4dVe, + dP)5E — kdVdP — kdPe, — kdVe?,

cg = —4dVsF, + (4(dV)? + 8dM e, + 2475, + (—4dVd? — 4diVe? — 4dPe,) 5k

T



13

+k(dD)? + 2kdP €2,
and with 2% = 5% and B8 =S (21),

s
w = )
—2dVsk 4 dP sk

. k k
and with 2%1 => . 1B and E:]ZBl =>4 Bz,

1 1
B e
1 2 1 2
—2d{Vsky +dP0l o 2408k, +dPsh

-2

These results are directly applicable to estimating M02, M21 and M12 of the following forms

by using the argument in Sections 2.1.1 and 2.1.2:

n(w,2) = &1+ &5z + iz — &)1 + fa(x — &)7, (MO02)
n(z,z) =01+ alz+ Bz —e)_ + oz — €)% +7u, (M21)
n(x,z) = a1+ a3z + Pi(x — &)1 + falx — €)% + Fa. (M12)

Lastly, M22 of the form
na,z) =a1+adz+p1(x—e)-+Bii(x—e)y + Po(v—e)2 + Bay(z—e)?,

is estimated by Algorithm 1 using the following:

010020
0 c4 0 c5

620630
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. —k _ n -k _ 2 n—k _ 3
where, with X37% = 7", 2, X =300, xp, and XY =300 a7,

e = —2dS0 7 1 2(n — K)d Ve, + (n— k) (A2,
e = =3dVu R 4 (2(df")? + 4dVer + dP )i — (n— KAV - (n— ke,
— (= k),
co = —4d" 52 * 4 (4(dV)? + 8V er + 207 ) S + (~4dNd? — ad e} — 4 eyt

+ (n = k) (d?)? + 2(n — k)dy? e,
and with 2278 =371 oy and S00F =3 (@),

—~diVsh
—d; syt
—2dVsk 4 dP sk
—2dV sk 4 gk

. —k n —k n
and with Z%l = ipt1 Bi1, and 2231 =D ick1 Binwi,

1 1
—d{Vsh, e —dVsh
Dwen— 1) sn—k
— _dg )EBlk S _d§ )EBP_4
2 CogWyk L @k oMk IOk
t 2gp T 0 2B s t 2zB, , T 0 Xp,_,
20V snpk aPsnh e —edVngh Pk

2.2.2  Quadratic two-phase regression models with smoothness constraints: M21c, M12¢c, M22c

We now consider three types of quadratic two-phase regression models with smoothness constraints:
M21c, M12c and M22c. Due to its complexity, we have so far focused on developing the fast grid
search algorithm only for Mqqc among ¢® possible models under smoothness constraints. Yet the
problem becomes simple when ¢ = 2, as there exist only two models (M21c and M12c) of interest.
These low-order models are also more likely to be useful in modeling real data. Thus we discuss
them in detail below along with M22c.

M21c imposes a smoothness condition S; = 0 on M21 so that the first derivatives, evaluated at
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the threshold e, of a quadratic curve before e and a line after e are the same. Consequently, the

mean function of M21c is expressed as

n(x,z) = a1 + agz + fo,—(z — 6)2, + vz,

and by V, ., —V;, = [2d£1) (xody) —d§2)6t], we obtain the following recursive formulas for Ve:ti Ve
VI,r and V7, B:

VI Vi, =VIV, +es,

€t+1

Vilar = Viir = 24,085, 4 %,

€t+1

T T 1 2 1 2
V-etJrlB = V-et B + |:_2d§ )2];31 + dg )2%1 T _2d§ )E];Bp,1 + dg )E%p,

1

M12c¢ of the form
n(r,z) = a1 + dgz + /32’4_(.% — é)i +qz,

after imposing the same smoothness condition §; = 0 on M12 is estimated by reparameterizing
M21c as usual. Substituting —x for = in the mean function of M21c gives &1 = a1, &g = g, 527_4_ =
B2,—,7 = —7 and € = —e.

After imposing a smoothness condition 51— = 1+ on M22 to have the same first derivatives

of quadratic curves before and after the threshold, we have M22c¢ of the form
n(z,z) =1 +adz+ Po_(x—e)2 + Bo(z —e)2 + ya.
Then the argument in Section 2.1.4 applies to M22c¢ as follows.

Cr Cy Ch
k%
W1 = |C2 C3 0],

cs 0 c¢q
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where, with X7 =37 | z;,
cr = —2dV5m + 2mdVe; + n(dV)?,

and with X7 = Y"1 | 7y,

—d;sy
w = | 245k 4 qPyk |,
—2dVxrk 4 dP sk
and with 2%1 = Z?:l Bi,la
1 n 1 n

—d{Vn, e —dVsy

% 1 2 1 2
W= | —2dVsk, +dPsh o —2dsky Pl
2Vt Vs Vs ey

Not surprisingly, the last two rows of w** and W5™* remain the same as w* and Wy for M22.

2.2.83 Cubic two-phase regression models without smoothness constraints: M30, M03, M31, M13,
M35

Here we explicitly give the recursive formulas for the cubic two-phase regression model without

smoothness constraints (¢ = 3). There are five models to consider:

Nz, z) = a1+ abz+Bi(z—e)_ + fa(z —e)? + B3(z — ), (M30)
n(w,2) = a1+ Gz + Pi(x — &)y + Ba(w — &)F + Pa(z — &)3, (MO3)
n(z,z) =1 +abz+ fi(z —e)- + Ba(z — )2 + B3(z — e)® + vz, (M31)
n(,z) = 1+ &z + iz — &) + Polz — )% + Ba(w — o)} +7 (M13)
n(x,2) = a1+ azz + iz —e)— + fo(a — e)4 + B3z — )2 + Ba(z — €)%



For M30, the formulas take the form

C1
Wl = |2

Cs

where, with ¥, = SF ad and Sy = Sk b

=14 i=1 "%

C2

C3

C9

€]

C9 3

€10

cs = —4dV sk, 1 (6de; +3d7 + 3(d))?) 2k,

+(=3dMe2 —3dPe, — ¥ — 3dMNdP) ok 4 kalt

co = —5d\VsF, + (12dMe; + 4P + 6(dM)?) sk,

+ (—9dVe? — 9dP e, — diY) — 9dMd?) sk,

+(2ded + 647 e? + 24P e, + 24V dP) + 3(dP))?) 5k

—kdPe? — kd®e? — kdPd®,

Cclo = —6d(1)2k5 + (18d(1)€t + Gd?) + 9(d§1))2)25~4

+ (—18dMe2 — 18dPe, — 24 —

184" d?) sk,

xT

+ (646} + 18dPe? + 6d Ve, + 64N dP) + 9(dl?)?) sk,

+(—6d7¢} — 6% e? — 647 V) 4 2kdVed + k(dV)?,

and with %, = SF a2y,

i=1"1

_dgl)zk
w = —2dVsk 4 dP sk
—d)

r

—3dVsk, 4345k,

and with ¥, , =" | 22B;,

1
—d! )21731 .
W, = —2d(1)2f231 a5k,

—3diVsk, 4 3d0sE, —dUsh

—3dVsk, |

—2dsk, |+ dPsk
(2 gk
-3 + 3dt E.’EBP,3

1
—dVsl,

& + kdPe, + kdVd®,

By 3

3
— sl

17
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With these in hand, we can readily estimate the parameters of M03, M31 and M13 according to
Sections 2.1.1 and 2.1.2.
The recursive formulas are much more complicated for M33 since it contains the largest number

of parameters to be estimated. That is,

cit 0 ¢ 0 ¢ O
0 e 0 ¢ 0 en
co 0 ¢c3 0 ¢ O
0 ¢ 0 ¢ 0 co

Cg 0 Co 0 C10 0

0 C11 0 C12 0 C13

: n—k _ 4 n—k _ \\n 5
where, with X" = > 7', ap and X050 =0, @7,

i = —4d VSR 4 (6dVe; + 347 + 3(dY)?) sk
+ (=3dVe? — 3d7e; — dY) — 3dMdP)znk
+ (n—k)dVed + (n— k)dPe, + (n — k)dVd?),
c1a = =5dVs R 4 (124 e, + 44 + 6(d))?) 5
+ (—9dVe? — 9dPe;, — dP — 9dM Py k
+(2dWVed +6dPe2 + 2dP e, + 2V d® 4 3(a(P)2)mnk
—(n - k)P e} — (n—k)dPe? — (n - k)dPd?,
c1g = =645k 4 (18d e, + 6417 4 9(dM)?) s
+ (—18dM e — 184 Ve, — 24P — 184V d(?) )5k
+(6d e} + 187 e + 647 e, + 64N dY + 9(dP)?) s

+ (=6d;7e} —6d;V e} — 6d;7 i )2 4 2(n — k)Y e} + (n — k)(d;”)?,



. n—k _ n 2
and with ¥, " = >0, | w5y,

and with 5% =37 228,

2By
i sk e s 7
—dgl)E%Ik e —dﬁl)Z%;fﬁ
— —2dVsk, 4+ dPsh e —2d{Vsk, +dPnl
—2dVsngh 4 aP et —2dsrpk 4 dPTyk
—3d Sk, 3dPNh, —dPSl - —3dUsh,  4adPsh, -l
-3d) sk 4 3dP sk - sk ,—3d§1)222’]§p76 + 3d§2>zg§§6 - d§3>zg;f6_

s

—dy )z
—2dMxk 4 g5k
—2dVznk 4 dP sk
—3dVsk, +3dPsk — vk
| —3dVxrk 4 3d P sk @k |

2.2.4 Cubic two-phase regression models with smoothness constraints: M33c
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Under smoothness constraints $1,— = 81+ and B2 — = 2+ on M33, we obtain the following mean

function of M33c:

n(z,z) =1 +abz+ Pa(z —e)? + B3 (x —e)® + B34 (v — €)% + 7z

The formulas in Section 2.1.4 are simplified as

cr
C14
Kk

W™ =

Cs

C11

C14
C15
C9

C12

&3]

€9

€10

C11

C12

C13

(2.8)



. n _ 2 n _ |\ 3
where, with X" = Yo x; and 3 = D i1 T3

c1q = —3dVs, + (4dMVe, + d?

+2(d)Er — ndMe? — nd®e, — ndVd?

)

c15 = —4dVs + (8dMVey + 24P + 4(dM))5, + (—4dVe? — 4dPe, — 4dVdlPyxr
+ 2nd§2)e,52 + n(d,@)Q,
and with X7, = > | a1y,
] e _
N —2dsn, + dsy
w = 5
—3dVsk, 4+3dPsk — Pk
| —3dVsn ko 3d sk~ dP ek
and with 2231 = Z?:l $iBi,1a
[ Dswn 1) vn T
—d{sy, SEn —dsy
— —2dMsn, +dPsy, e —2d{Vs7, | +dINy
—3dVsk, 4+ 3d0sky —dVsh ,—3d§1>2’;23p_4 +3dsk, | —dPsh |
| -3d sk 4 sdPyngh —asnk o —saVsn E o+ 3dsngh  —dynE |

M33c is of particular interest because of its similarity to cubic spline models. According to
Wakefield (2013), the cubic spline function with L knots ({1 < --- < 1) is defined as

L
f(@) = Bo+ Bra + Bor® + Bsx® + > bi(w — &)1 (2.9)

=1

In both equations (2.8) and (2.9), the first and second derivatives are continuous, particularly at
the knots (or the threshold). The difference is that compared to M33c, the cubic spline model has
more parameters to estimate, including multiple knots, when L > 1. In addition, M33c avoids the

need for choosing the optimal number and position of the knots as in the cubic spline model, since

the threshold is directly estimated from the data in M33c based on the fast grid search algorithm.
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Chapter 3
SIMULATION STUDIES

To study the behavior of the estimators and bootstrap confidence intervals obtained from the
proposed fast grid search algorithm in finite samples, we conduct Monte Carlo (MC) experiments.
Bias and coverage of estimation are calculated in two simulation settings: under correctly specified

models and under misspecified models.

3.1 Bias and coverage when models are correctly specified

In this subsection, we specifically focus on correctly specified higher-order two-phase regression
models with known parameters. The mean functions of the thirteen models we consider are given

below with the true parameter values. These are also described in Figure 1.1.

n=ai+alz+ B (x—e) + b (z—e)?

=log(1.4)z + 10 (z — 5)_ + (z —5) (M20)
n=a1+adz+pi(z—e)_+B(x—e)? +Bs(x—e)?

=log(1.4)z +10(z —5)_ +2(x —5)% — (z —5)% (M30)
n=ai+alz+mz+Bi(z—e) +b(z—e)

—log(1.4)z + 5245 (z — 5)_ + (z — 5)° (M21)
n=o1+adz+yz+f(z—e)

=log(1.4)z + 5z + (z — 5)% (M21c)
n=ai+abz+yz+ B (z—e)_+ B (z—e) +B3(z—e)

=log(14)z + 2z +8(x —5)_ +3(x—5)2 — (x—5)% (M31)

17:oz1jtcxgz+ﬁ1(:B—e)++B2(:n—e)§r

=log(1.4)z + 10 (z — 5), + 10 (z — 5)7 (M02)
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n:a1+a:2rz+ﬁ1(:c—e)+—i—ﬂz(a:—e)i—&-ﬁg(x—e)i

=log(1.4)z —5(z —5), —2(z —5)> + (x —5)> (MO03)
n=oa1+odz+mnz+p(z—e) +B(r—el

=log(1.4)z + 3z + 7 (z — 5), +10(z — 5)% (M12)
n=oa1+a3z+mz+ B (x—e)

= log(1.4)z + 3z + 10 (z — 5)7 (M12¢)
n=a1+odz+mr+ B (z—e), +B(r—e)’ +B(x—e)

=log(l4)z — 22 —2(x —5), —2(x —5)% +2(z —5)% (M13)

n=ar+ozz+ B (z—e)_+Pii(w—e), + P (x—e) + By (x—e)}
=log(1.4)z +10(z — 5)_ + (x —5), + (z — 5)> + (z — 5)% (M22)
n=a1+oiz+mnz+ P (x—e) + oy (x—e)
= log(1.4)z + 10z + (z — 5)*> + 10 (z — 5)7 (M22¢)
n=a1+adz+mr+y(@—e)’+ 8- (v —e) + P4 (x—e)

=log(1.4)z + 10z + (z — 5)* = 5(z — 5)> +5(z — 5)% (M33c)

Here, for all models, the intercept « is zero, the coefficient ao of the one-dimensional adjusted
covariate z is log(1.4) = 0.34, z is standard normally distributed and the covariate of interest x
is uniformly distributed between 1.5 and 7.9. Then the outcome for each model is generated by
y =1+ €, where € ~ N (0,0 = 3), assuming homoscedastic errors.

To obtain confidence intervals (CIs), we use a bootstrap procedure. Specifically, we consider
three types of bootstrap Cls, i.e., percentile, basic (Efron and Tibshirani, 1993) and symmetric
percentile (Hansen, 2017), and compare their performances. The percentile bootstrap CI is an
intuitive one, constructed by taking the 100a/2-th and 100(1 — «/2)-th percentiles of the bootstrap
distribution of the estimate 6 as the 100(1 — @)% confidence limits. The basic (aka, inverse per-
centile) bootstrap CI is computed as [20 — G~1(1 — «/2), 20 — G~ (a/2)], where G is the bootstrap
cumulative distribution of the estimate 6 and thus G~ (1—a/2) and G~(a/2) are the 100(1—a/2)-

th and 100a/2-th percentiles of the bootstrap distribution. These two CIs may perform badly for
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skewed bootstrap distributions. In such case, the symmetric percentile bootstrap CI can be a good
alternative, which is computed as [é —qi_q 6+ qi_, ), where ¢ _, is the (1 — «) quantile of ]é — é*]
and 6* is the bootstrap estimate.

For each model listed above, 10,000 MC simulations are conducted. In each MC simulation,
1,000 bootstrap samples are generated to compute the three 95% bootstrap Cls. Estimates and
ClIs are obtained for four sample sizes: 100, 200, 500 and 2000. We report the mean parameter
estimates from the MC simulations along with their biases. The bias is calculated by subtracting
the MC mean from the true parameter values. In addition, empirical coverage of the three 95%
bootstrap Cls for the parameters and their MC median width are provided.

Simulation results are given in Tables 3.1 - 3.7. What we observe from all the thirteen models
is that as the sample size n increases, the bias is reduced and the empirical coverage approaches
the nominal coverage of 95%, with a higher precision represented by a narrower MC median width.
Further, the estimated coefficient &g of the adjusted covariate is always well behaved in terms of
bias and coverage: it has almost no bias and has coverage close to the nominal coverage even for
the small sample size. Among the three bootstrap Cls, the percentile bootstrap CI performs best
for all models with respect to coverage. The symmetric percentile bootstrap CI is second-best in
that it is slightly wider than the percentile bootstrap CI. The basic bootstrap CI performs worst,
tending to grossly undercover the true threshold parameter and the coefficients under no smoothness
constraints.

The finite-sample behavior of the estimated parameters related to threshold effects depends
on the shape of the two-phase regression model. To illustrate the effect of different model shapes,
consider the simplest examples in our simulation: M20 and M02 in Figure 1.1. Table 3.1 shows that
estimating M02 is much harder than estimating M20, as indicated by a larger bias, a lower coverage
(for small samples), and a wider CI for 51 and e. Notice that in Figure 1.1, a gradual transition
occurs in M02 from the flat line to the quadratic curve near the neighborhood of the threshold e;
uncertainty arises as to where exactly the transition occurs in this case, and thus estimation of e
is harder than in M20. On the other hand, a sudden transition near e in M20 allows a relatively
easy estimation of e. This also explains the reason for a large bias and a wide bootstrap CI for
B1, since 1 is the right derivative of M02 at z = e (denoted by d4n(e)), or equivalently, is the left
derivative of M20 at z = e (denoted by 0_n(e)). The same argument can be applied to the M21
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and M12 examples in Figure 1.1: M12 is harder to estimate than M21, particularly for 51 and e
due to a gradual change around e (Table 3.2).

The cubic two-phase regression model exhibits similar behavior as the quadratic two-phase
regression model in Figure 1.1, in that M03 (or M13) is harder to estimate than M30 (or M31). In
MO03 and M13, the biases of the estimates of 81, B2 and e are still large when n is 5,000 as compared
to their counterparts in M30 and M31. The corresponding bootstrap Cls are extremely wide in
MO03 and M13, reflecting a high level of uncertainty (or less precision) in the estimates. Even worse,
the bootstrap Cls for M13 tend to overcover and do not achieve the nominal coverage for almost
all parameters in the sample sizes tested. These results are again due to the shape of the model
governed by the parameter values. For example, the transition from a cubic curve to a line (or vice
versa) is more gradual in M13, as expected from a smaller value of 81(= d;n(e) — d_n(e)). The
rate of change in this transition at = e is 93n(e) = 262 in M13 and 82n(e) = 28, in M31. A
smaller value of B in M13 indicates that M13 has a slower rate of change in its transition than
M31. Moreover, 83 determines the width of a cubic curve and hence we see that M13 has a narrower
curve than M31. All these findings contribute to the observed poorer performance of the estimators
for M13 and M03 than that for M31 and M30.

Finally, comparing the higher-order two-phase regression models with and without smoothness
constraints (i.e., M22c vs. M22, M21c vs. M21, and M12c vs. M12), the former are much easier
to estimate with almost unbiased and precise estimates and good coverage of Cls (Tables 3.3 and
3.4). The smoothness constraint relieves the burden of estimating the coefficients of (z — e)4
and/or (x —e)_, and therefore makes the estimation of the rest of the parameters more stable. The

performance of the estimators for M33c is also found to be good as shown in Table 3.7.
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Table 3.1: Results from 10,000 MC simulations for M20 and M02. Mean parameter estimates from
the MC simulations and their biases are presented in the column labeled “Est(Bias)”. Empirical
coverage of the three 95% bootstrap Cls for the parameters (with MC median width in parenthesis)
is also given. “Perc”, “Symm” and “Basic” below refer to the percentile, symmetric percentile and
basic bootstrap CI, respectively.

M20 Mo02
n Est(Bias) Perc Symm Basic Est(Bias) Perc Symm Basic

a2

100 0.34 (0.00) 94.6 (1.20) 94.8 (1.20) 94.5 (1.20) 0.34 ( 0.00) 94.6 ( 1.20) 94.6 ( 1.20) 94.3 ( 1.20)
200 0.34 (0.00) 94.4 (0.83) 94.4 (0.84) 94.2 (0.83) 0.34 (0.00) 94.3 (0.83) 94.5 (0.84) 94.4 ( 0.83)
500 0.34 (0.00) 94.2 (0.52) 94.4 (0.53) 94.4 (0.52) 0.34 (0.00) 94.2 (0.53) 94.3 (0.53) 94.2 ( 0.53)
5000  0.34 (0.00) 94.6 (0.17) 94.6 (0.17) 94.6 (0.17) 0.34 (0.00) 94.4 (0.17) 94.7 (0.17) 94.7 ( 0.17)
el

100 10.03 (0.03) 96.0 (6.48) 96.9 (6.72) 93.4 (6.48) 5.44 (-4.56) 93.5 (27.88) 90.7 (38.36) 58.0 (27.88)
200 10.02 (0.02) 95.9 (4.30) 96.4 (4.41) 93.4 (4.30) 6.42 (-3.58) 94.9 (24.43) 92.5 (34.74) 67.4 (24.43)
500 10.00 (0.00) 95.7 (2.60) 96.2 (2.64) 94.5 (2.60) 8.16 (-1.84) 95.2 (20.51) 95.2 (30. 12) 82.2 (20.51)
5000 10.00 (0.00) 95.1 (0.79) 95.1 (0.79) 94.4 (0.79) 9.99 (-0.01) 947 ( 2.72) 96.1 (2.77) 946 ( 2.72)
Ba

100 1.03 (0.03) 96.0 (1.97) 96.3 (2.03) 92.0 (1.97) 9.93 (-0.07) 96.8 ( 2.61) 96.4 ( 2.76) 85.9 ( 2.61)
200 1.02 (0.02) 95.8 (1.34) 96.2 (1.37) 93.5 (1.34) 9.9 (-0.01) 97.0 (1.95) 95.5 (2.05) 83.5 ( 1.95)
500 1.00 (0.00) 95.6 (0.81) 95.9 (0.83) 94.2 (0.81) 10.01 (0.01) 96.2 (1.30) 94.5 ( 1.34) 85.0 ( 1.30)
5000 1.00 (0.00) 95.0 (0.25) 95.1 (0.25) 94.4 (0.25) 10.00 ( 0.00) 95.3 (0.40) 95.8 (0.41) 95.5 ( 0.40)
e

100 5.01 (0.01) 95.1 (0.65) 96.3 (0.65) S87.8 (0.65) 4.77 (-0.23) 90.3 ( 1.16) 90.0 ( 1.68) 59.9 ( 1.16)
200 5.00 (0.00) 94.5 (0.42) 96.1 (0.45) 90.7 (0.42) 4.83 (-0.17) 94.8 (1.03) 93.4 ( 1.54) 64.7 ( 1.03)
500 5.00 (0.00) 94.7 (0.24) 96.1 (0.26) 92.0 (0.24) 4.91 (-0.09) 95.1 (0.87) 94.8 ( 1.36) 79.0 ( 0.87)
5000 5.00 (0.00) 94.8 (0.07) 95.4 (0.07) 93.8 (0.07) 5.00 (0.00) 945 ( 0.08) 95.8 (0.08) 93.8 ( 0.08)
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Table 3.2: Results from 10,000 MC simulations for M21 and M12. Mean parameter estimates from
the MC simulations and their biases are presented in the column labeled “Est(Bias)”. Empirical
coverage of the three 95% bootstrap Cls for the parameters (with MC median width in parenthesis)
is also given. “Perc”, “Symm” and “Basic” below refer to the percentile, symmetric percentile and
basic bootstrap CI, respectively.

M21 Mi12
n Est(Bias) Perc Symm Basic Est(Bias) Perc Symm Basic

a

100 0.34 (0.00) 94.9 (1.22) 95.0 (1.23) 945 (1.22) 0.34 (0.00) 945 (1.20) 94.7 (1.21) 94.5 ( 1.20)
200 0.34 (0.00) 94.3 (0.84) 94.5 (0.84) 94.2 (0.84) 0.34 (0.00) 94.4 (0.84) 94.4(0.84) 94.1 (0.84)
500 0.34 (0.00) 94.3 (0.53) 94.6 (0.53) 94.3 (0.53) 0.34 (0.00) 94.2 (0.53) 94.3 (0.53) 94.1 (0.53)
5000 0.34 (0.00) 945 (0.17) 94.6 ( 0.17) 94.5 (0.17) 0.34 (0.00) 94.4 (0.17) 94.6 ( 0.17) 94.7 ( 0.17)
gi!

100 479 (-0.21) 96.9 (4.45) 98.5 (4.26) 93.6 (4.45) 3.15(0.15) 94.1 (1.98) 96.0 (2.04) 94.3 ( 1.98)
200  4.92 (-0.08) 96.5 (2.14) 97.7 (2.19) 94.7 (2.14) 3.08 (0.08) 95.0 ( 1.35) 96.6 ( 1.40) 94.2 ( 1.35)
500 4.97 (-0.03) 95.9 (1.06) 96.5 ( 1.08) 94.0 ( 1.06) 3.04 (0.04) 95.9 (0.83) 97.1 (0.85) 94.9 (0.83)
5000 5.00 (0.00) 95.2 (0.30) 95.4 (0.30) 94.8 (0.30) 3.00 (0.00) 96.1 (0.24) 96.6 (0.24) 95.5 ( 0.24)
B

100 5.43 (0.43) 93.5 (16.53) 96.9 (15.10) 96.3 (16.53) 2.56 (-4.44) 94.4 (20.10) 93.2 (37.80) 53.9 (29.10)
200 521 (0.21) 95.1 (4.53) 97.0 (4.67) 955 (4.53) 286 (-4.14) 94.9 (24.42) 93.2 (32.84) 56.2 (24.42)
500 5.06 (0.06) 95.4 (2.61) 95.5(2.64) 93.9 (2.61) 3.73(-3.27) 95.2 (19.81) 93.2 (27.95) 62.5 (19.81)
5000 5.00 (0.00) 95.0 (0.82) 95.2(0.82) 94.9 (0.82) 6.70 (-0.30) 95.2 (9.26) 96.9 ( 4.91) 92.7 ( 9.26)
B2

100 1.20 (0.20) 98.1 (11.12) 99.0 ( 8.06) 93.3 (11.12) 9.82 (-0.18) 95.7 (2.65) 96.8 (2.79) 92.1 ( 2.65)
200 1.10 (0.10) 97.1(1.94) 98.1 (1.96) 92.8 (1.94) 9.92 (-0.08) 96.4 ( 1.89) 97.0 ( 1.99) 91.3 ( 1.89)
500 1.02 (0.02) 96.3(0.91) 96.9(0.93) 93.2(091) 999 (-0.01) 97.2(1.21) 96.5(1.27) 88.5 (1.21)
5000 1.00 (0.00) 95.4 (0.25) 95.4 (0.26) 94.4 (0.25) 10.00 (0.00) 95.9 (0.42) 95.5( 0.43) 93.2 ( 0.42)
e

100 4.99 (-0.01) 97.6 (3.62) 98.2 (4.27) 84.2 (3.62) 4.76 (-0.24) 91.7 (1.23) 91.6 ( 1.68) 54.7 ( 1.23)
200 5.01 (0.01) 96.2 (1.80) 97.6 (1.93) 87.8 (1.80) 4.79 (0.21) 94.3 ( 1.06) 93.1 ( 1.48) 54.6 ( 1.06)
500 5.00 (0.00) 95.0 (0.73) 96.5 ( 0.80) 88.1(0.73) 4.84 (-0.16) 94.7 (0.88) 93.5 ( 1.28) 61.4 ( 0.88)
5000 5.00 (0.00) 94.2 (0.18) 95.6 (0.19) 91.6 (0.18) 4.99 (-0.01) 94.8 (0.40) 96.4 ( 0.19) 91.5 ( 0.40)
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Table 3.3: Results from 10,000 MC simulations for M21c¢ and M12c. Mean parameter estimates
from the MC simulations and their biases are presented in the column labeled “Est(Bias)”. Em-
pirical coverage of the three 95% bootstrap Cls for the parameters (with MC median width in
parenthesis) is also given. “Perc”, “Symm” and “Basic” below refer to the percentile, symmetric
percentile and basic bootstrap CI, respectively.

M21c M12¢c
n Est(Bias) Perc Symm Basic Est(Bias) Perc Symm Basic

a2

100 0.34 (0.00) 94.4 (1.19) 94.6 (1.19) 94.3 (1.19) 0.34 (0.00) 94.4 (1.19) 94.7 (1.20) 94.5 (1.19)
200 0.34 (0.00) 94.2 (0.83) 94.2 (0.84) 94.2 (0.83) 0.34 ( 0.00) 94.3 (0.83) 94.4 (0.83) 94.2 (0.83)
500 0.34 (0.00) 94.3 (0.52) 94.5 (0.53) 94.5 (0.52) 0.34 ( 0.00) 94.3 (0.52) 94.4 (0.53) 94.2 (0.52)
5000 0.34 (0.00) 94.5 (0.17) 94.6 (0.17) 94.6 (0.17) 0.34 ( 0.00) 94.4 (0.17) 94.7 (0.17) 94.8 (0.17)
7

100 5.14 (0.14) 95.6 (2.26) 95.3 (2.40) 85.6 (2.26) 3.00 ( 0.00) 96.2 (1.50) 96.2 (1.53) 95.1 (1.50)
200 5.08 (0.08) 95.3 (1.61) 96.3 (1.60) 90.9 (1.61) 2.99 (-0.01) 95.7 (1.03) 95.6 (1.04) 94.9 (1.03)
500 5.02 (0.02) 95.2 (0.86) 96.2 (0.87) 94.5 (0.86) 3.00 ( 0.00) 95.4 (0.64) 95.6 (0.64) 95.2 (0.64)
5000 5.00 (0.00) 94.8 (0.25) 94.9 (0.25) 94.8 (0.25) 3.00 ( 0.00) 95.1 (0.20) 95.2 (0.20) 95.1 (0.20)
65

100 1.14 (0.14) 95.4 (1.94) 96.3 (2.01) 80.8 (1.94) 10.02 (0.02) 96.8 (2.39) 96.8 (2.44) 95.0 (2.39)
200 1.05 (0.05) 95.3 (1.13) 95.9 (1.18) 85.7 (1.13) 10.01 ( 0.01) 96.0 (1.60) 95.9 (1.62) 94.7 (1.60)
500 1.02 (0.02) 95.1 (0.66) 95.6 (0.68) 91.3 (0.66) 10.01 ( 0.01) 95.5(0.98) 95.4 (0.98) 95.0 (0.98)
5000 1.00 (0.00) 94.9 (0.20) 95.1 (0.20) 94.7 (0.20) 10.00 ( 0.00) 95.3 (0.30) 95.4 (0.30) 95.3 (0.30)
e

100  5.12 (0.12) 94.6 (3.17) 93.4 (3.50) 779 (3.17 5.00 ( 0.00 96.6 (0.39) 97.3 (0.39) 95.0 (0.39
200 5.08 (0.08) 94.6 (2.48) 94.2 (2.57) 86.7 (2.48) 5.00 ( 0.00) 95.7 (0.26) 95.7 (0.26) 94.3 (0.26

(0.12) (3.17) (3.50) (3.17) (0.00) (0.39) (0.39) (0.39)
(0.08) (2.48) (2.57) (2.48) (0.00) (0.26) (0.26) (0.26)
500 5.02 (0.02) 94.7 (1.37) 95.7 (1.39) 93.3 (1.37) 5.00 (0.00) 95.5 (0.15) 95.6 (0.15) 94.9 (0.15)
5000 5.00 (0.00) 94.8 (0.41) 95.0 (0.41) 94.9 (0.41) 5.00 ( 0.00) 95.3 (0.05) 95.4 (0.05) 95.4 (0.05)
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Table 3.4: Results from 10,000 MC simulations for M22 and M22c. Mean parameter estimates from
the MC simulations and their biases are presented in the column labeled “Est(Bias)”. Empirical
coverage of the three 95% bootstrap Cls for the parameters (with MC median width in parenthesis)
is also given. “Perc”, “Symm” and “Basic” below refer to the percentile, symmetric percentile and
basic bootstrap CI, respectively.

M22 M22c

n Est(Bias) Perc Symm Basic Est(Bias) Perc Symm Basic
Qa2

100 0.34 (0.00) 95.1 (1.24) 952 (1.25) 94.5(1.24) 0.34 (0.00) 94.6(1.20) 94.7 (1.20) 94.5 (1.20)
200 0.34 (0.00) 945 (0.85) 94.7 (0.85) 94.5 (0.85) 0.34 (0.00) 94.2 (0.84) 94.3 (0.84) 94.2 (0.84)
500 0.34 (0.00) 94.3 (0.53) 94.6 (0.53) 94.3 (0.53) 0.34 (0.00) 94.2 (0.53) 94.4 (0.53) 94.4 (0.53)
5000  0.34 (0.00) 945 (0.17) 94.6 (0.17) 94.6 (0.17) 0.34 (0.00) 94.6 (0.17) 94.7 (0.17) 94.6 (0.17)
"

100 0.98 (-0.02)  95.3 (6.39) 95.6 (6.47) 94.1 (6.39)
200 9.99 (-:0.01)  95.5 (4.41) 95.5 (4.45) 94.8 (4.41)
500 10.00 ( 0.00) 94.8 (2.75) 94.8 (2.76) 94.5 (2.75)
5000 10.00 ( 0.00) 95.0 (0.86) 95.0 (0.87) 94.9 (0.86)
B

100 9.40 (-0.60)  98.6 (26.94) 98.6 (30.00) 94.3 (26.94)

200 9.98 (-0.02) 97.6 (8.26) 98.1 (6.72) 96.2 ( 8.26)

500 10.03 (0.03) 96.0 (2.67) 96.6 (2.70) 95.5 ( 2.67)
5000 10.00 ( 0.00) 95.3 (0.79) 95.4 ( 0.80) 94.9 ( 0.79)
Br+

100 0.92 (-0.08) 98.1 (17.26) 98.3 (19.12) 91.2 (17.26)

200 0.89 (-0.11) 96.7 (9.71) 97.7 (10.25) 95.3 ( 9.71)

500 0.92 (-0.08) 96.1 (3.76) 97.2 (3.82) 95.5 ( 3.76)
5000 1.00 (0.00) 95.3 (1.08) 95.5 ( 1.08) 94.8 ( 1.08)
B,

100 0.53 (-0.47)  98.9 (24.01) 99.3 (23.01) 96.5 (24.01) 0.97 (-0.03) 95.1 (156) 95.7 (1.57) 94.2 (1.56)
200 0.99 (-0.01) 97.8 (3.22) 985 (2.51) 96.8 (3.22) 0.99 (-0.01) 95.1 (1.08) 95.4 (1.09) 94.7 (1.08)
500 1.01(0.01) 96.3(0.88) 96.9 (0.90) 94.9 (0.88) 0.99 (-0.01) 94.8 (0.67) 95.0 (0.68) 94.8 (0.67)
5000 1.00 (0.00) 952 (0.25) 95.3(0.25) 94.7(0.25) 1.00(0.00) 949 (0.21) 95.1 (0.21) 95.0 (0.21)
Ba,+

100 1.26 (0.26) 98.3 (7.97) 98.8 (6.90) 913 (7.97) 10.04 (0.04) 95.1 (2.42) 95.6 (2.45) 94.1 (2.42)
200 1.0 (0.09) 97.0 (2.95) 97.9 (3.08) 94.1(2.95) 10.02 (0.02) 94.9 (1.67) 95.1 (1.68) 94.2 (1.67)
500 1.04 (0.04) 96.6 (1.44) 97.4 (1.47) 95.1 (1.44) 10.01 (0.01) 95.1 (1.04) 955 (1.05) 95.3 (1.04)
5000 1.00 (0.00) 95.5 (0.41) 95.7 (0.41) 94.6 (0.41) 10.00 (0.00) 95.1 (0.33) 95.2 (0.33) 95.1 (0.33)
e

100 4.87 (-0.13) 97.6 (3.81) 99.1 (4.78) 86.8 (3.81) 5.00 (0.00) 95.2 (0.58) 95.8 (0.65) 93.7 (0.58)
200 4.97 (-0.03) 965 (2.32) 98.2(2.06) 89.8 (2.32) 5.00 ( 0.00) 95.0 (0.42) 95.1 (0.39) 94.4 (0.42)
500 5.00 (0.00) 95.2 (0.49) 96.8 (0.54) 885 (0.49) 5.00 (0.00) 95.3 (0.26) 95.3 (0.26) 95.0 (0.26)
5000 5.00 (0.00) 942 (0.12) 95.6 (0.13) 915 (0.12) 5.00 (0.00) 95.3 (0.08) 95.4 (0.08) 95.3 (0.08)
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Table 3.5: Results from 10,000 MC simulations for M30 and M03. Mean parameter estimates from
the MC simulations and their biases are presented in the column labeled “Est(Bias)”. Empirical
coverage of the three 95% bootstrap Cls for the parameters (with MC median width in parenthesis)
is also given. “Perc”, “Symm” and “Basic” below refer to the percentile, symmetric percentile and
basic bootstrap CI, respectively.

M30 MO03
n Est(Bias) Perc Symm Basic Est(Bias) Perc Symm Basic

a2

100 0.34(0.00) 947 (1.21) 950 (1.22) 944 (1.21) 034 (0.00) 94.8 (1.22) 94.9 (1.22) 94.5 ( 1.22)
200 0.34 (0.00) 94.3 (0.84) 94.4 (0.84) 94.2 (0.84) 0.34 (0.00) 94.2 (0.84) 94.4 ( 0.84) 94.0 ( 0.84)
500 0.34 (0.00) 94.3 (0.53) 94.6 (0.53) 94.5 ( 0.53) 0.34 (0.00) 94.2 (0.53) 94.4 (0.53) 94.1 ( 0.53)
5000 0.34 (0.00) 94.6 (0.17) 94.6 (0.17) 945 (0.17) 0.34 (0.00) 94.4 ( 0.17) 94.7 (0.17) 94.8 ( 0.17)
b1

100 7.67 (-2.33)  97.3 (26.55) 95.7 (35.85) 7T4.6 (26.55) -2.88 (2.12) 98.7 (28.88) 97.0 (36.83) 48.7 (28.88)
200 8.69 (-1.31) 96.6 (21.78) 95.9 (20.31) 84.8 (21.78) -2.77 (2.23) 98.1 (22.47) 96.2 (28.91) 52.9 (22.47)
500 9.73 (-0.27)  96.2 (12.15) 97.2 (9.35) 93.7 (12.15) -2.91 (2.09) 96.9 (16.63) 94.6 (21.99) 57.9 (16.63)
5000 10.00 (0.00) 95.3 (2.00) 95.7 ( 2.03) 94.5 ( 2.00) -4.58 (0.42) 95.8 (9.22) 96.3 (11.87) 88.8 ( 9.22)
B2

100 1.02 (-0.98) 97.4 (17.98) 95.6 (22.02) 74.3 (17.98) -1.50 (0.41) 98.9 (22.88) 97.9 (26.52) 61.5 (22.88)
200 1.38 (-0.62) 96.7 (14.13) 95.8 (17.46) 84.7 (14.13) -2.24 (-0.24) 98.2 (15.98) 96.6 (18.92) 53.8 (15.98)
500 1.88 (-0.12) 96.2 (9.12) 97.4 (8.42) 94.0 (9.12) -2.61 (-0.61) 97.2 (10.63) 94.3 (12.71) 57.6 (10.63)
5000 2.00 (0.00) 953 (1.76) 95.8 ( 1.79) 94.2 ( 1.76) -2.17 (-0.17) 95.8 (4.93) 96.2 (5.81) 90.0 ( 4.93)

100 -0.95 (0.05) 97.8 (2.25) 96.7 (2.40) 76.8 (2.25) 0.56 (-0.44) 96.3 (5.03) 98.7 (5.37) 94.0 ( 5.03)
200 -0.99 (0.01) 968 (1.58) 955 (1.67) 825 (1.58) 0.78 (-0.22) 97.1 (3.13) 98.5(3.39) 92.8 ( 3.13)
500 -0.99 (0.01) 96.3(1.01) 96.0 (1.05) 92.1(1.01) 0.93(-0.07) 97.6(1.80) 98.0 (1.95) 88.3 ( 1.80)
5000 -1.00 (0.00) 95.3(0.28) 95.8 (0.29) 94.8 (0.28) 1.00 (0.00) 95.9 (0.59) 94.9 (0.61) 87.5 (0.59)

100 524 (0.24) 955 (2.00) 957 (2.85) 68.6(2.00) 4.58 (-0.42) 96.2 (2.65) 96.0 (3.36) 59.0 ( 2.65)
200 5.13(0.13) 939 (1.64) 96.0 (238) 81.9(1.64) 4.67(-0.33) 96.7(1.96) 959 (2.64) 538 (1.96)
500 5.03 (0.03) 94.7(0.86) 97.1 (0.54) 90.7 (0.86) 4.75(-0.25) 95.4 (1.41) 94.6 ( 1.95) 60.6 ( 1.41)
5000 5.00 (0.00) 94.6 (0.10) 95.4 (0.10) 92.7 (0.10) 4.96 (-0.04) 94.9 (0.78) 95.8 ( 1.07) 86.2 ( 0.78)
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Table 3.6: Results from 10,000 MC simulations for M31 and M13. Mean parameter estimates from
the MC simulations and their biases are presented in the column labeled “Est(Bias)”. Empirical
coverage of the three 95% bootstrap Cls for the parameters (with MC median width in parenthesis)
is also given. “Perc”, “Symm” and “Basic” below refer to the percentile, symmetric percentile and
basic bootstrap CI, respectively.

M31 M13
n Est(Bias) Perc Symm Basic Est(Bias) Perc Symm Basic

Qs

100 034 (0.00) 951 (1.24) 952 (1.25) 945 (1.24) 0.34(0.00) 951 (1.25) 952 (1.26) 945 (1.25)
200 0.34 (0.00) 94.3(0.85) 94.4(0.85) 94.0 (0.85) 0.34 (0.00) 944 (0.85) 94.5(0.85) 94.2 ( 0.85)
500 0.34 (0.00) 94.3 (0.53) 94.7(0.53) 94.5(0.53) 0.34 (0.00) 942 (0.53) 945 (0.53)  94.3 ( 0.53)
5000 0.34 (0.00) 94.6 (0.17) 94.6 (0.17) 94.5(0.17) 0.34 (0.00) 94.4 (0.17) 94.7 (1 0.17) 94.7 ( 0.17)
7

100 237 (0.37) 97.4 (6.15) 98.8 (6.68) 94.0 (6.15) -2.29 (-0.29) 95.0 (3.21)  98.2 (3.34)  94.6 ( 3.21)
200 2.12(0.12) 97.6(3.48) 98.8(3.65) 95.3(348) -2.16(-0.16) 95.0 (1.86) 974 (1.95) 94.1 ( 1.86)
500 2.00 (0.00) 97.2 (1.40) 98.0 ( 1.34) 95.9 (1.40) -2.07 (-0.07) 95.6 (1.01) 97.4 (1.07)  94.9 ( 1.01)
5000  2.00 (0.00) 95.1 (0.30) 95.4(0.30) 94.8(0.30) -2.01(-0.01) 96.3(0.27) 97.0 (0.27)  95.0 ( 0.27)
B

100 3.53 (-4.47) 97.4 (40.49) 97.3 (53.59) 81.4 (40.49) 3.57 ( 6.57) 99.2 (69.17) 99.2 ( 75.44) 79.8 ( 69.17)
200 6.18 (-1.82) 97.0 (28.39) 97.0 (39.09) 87.5(28.39) 0.07 (3.07) 99.5 (43.16) 99.3 (45.78) 77.9 ( 43.16)
500 7.68 (-0.32) 96.3 (16.53) 97.0 (13.96) 94.2 (16.53) -1.07 ( 1.93) 99.3 ( 19.06) 98.5 ( 24.57) 65.8 ( 19.06)
5000 8.00 (0.00) 953 (1.84) 955 (1.85) 94.8(1.84) -1.79(1.21) 96.3 (8.62) 950 (12.14) 67.7 ( 8.62)
B2

100 1.41 (-1.59) 98.3 (27.56) 98.3 (31.84) 79.6 (27.56) -7.24 (-5.24) 99.3 (127.85) 99.7 (135.43) 86.1 (127.85)
200  2.30 (-0.70) 97.9 (18.04) 97.5 (22.47) 83.7 (18.04) -2.95(-0.95) 99.6 ( 61.56) 99.6 ( 62.08) 79.9 ( 61.56)
500 2.85 (-0.15) 96.9 (11.79) 97.6 (13.38) 92.9 (11.79) -2.65 (-0.65) 99.3 ( 17.90) 98.6 ( 22.19) 62.5 ( 17.90)
5000 3.01 (0.01) 95.7 (1.88) 96.2(1.91) 94.0(1.88) -2.80 (-0.80) 96.1 (6.76) 94.1 (9.00)  66.1 ( 6.76)
Bs

100 -1.19 (-0.19) 98.7 ( 8.06) 99.2 ( 7.98) 91.7 (8.06) 6.45 ( 4.45) 98.4 (80.20) 99.3 ( 85.19) 95.7 ( 80.20)
200 -0.99 (0.01) 98.0(2.55) 985 (249) 89.6(2.55) 2.74(0.74) 97.6(33.75) 99.2 ( 31.88) 96.5 ( 33.75)
500 -0.98 (0.02) 97.0 (1.10) 96.9 (1.15) 91.6 ( 1.10) 1.85 (-0.15)  96.5 (2.99)  98.7 ( 3.22)  96.3 ( 2.99)
5000 -1.00 ( 0.00) 95.7 (0.29) 96.0 (0.29) 94.6 ( 0.29) 1.99 (-0.01) 97.1 (0.56)  96.9 ( 0.59)  86.0 ( 0.56)
e

100 521 (0.21) 98.5(3.36) 98.6(4.01) 71.1(3.36) 4.96(-0.04) 99.5(3.68) 99.2 (4.91) 550 ( 3.68)
200 5.15(0.15) 96.9 (2.54) 98.0 ( 3.28) 82.6 (2.54) 4.85(-0.15) 99.6 (3.09) 99.2 (3.86) 61.1 (3.09)
50 5 04 (0.04) 952 (1.54) 97.7(1.72) 89.8 (1.54) 478 (-0.22) 99.0 (1.87) 97.7 (2.44) 59.2 ( 1.87)
5000 5.00 (0.00) 94.6 (0.14) 958 (0.15) 91.0 (0.14) 4.87 (-0.13) 95.0 (0.85)  94.3 (1.22)  65.7 ( 0.85)
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Table 3.7: Results from 10,000 MC simulations for M33c. Mean parameter estimates from the MC
simulations and their biases are presented in the column labeled “Est(Bias)”. Empirical coverage
of the three 95% bootstrap ClIs for the parameters (with MC median width in parenthesis) is also
given. “Perc”, “Symm” and “Basic” below refer to the percentile, symmetric percentile and basic
bootstrap CI, respectively.

M33c

n Est(Bias) Perc Symm Basic
(6]

100 0.34 (0.00) 94.5 (1.21) 94.8 (1.22) 94.7 (1.21)
200 0.34 (0.00) 94.3 (0.84) 94.3 (0.84) 94.1 (0.84)
500 0.34 (0.00) 94.3 (0.53) 94.5 (0.53) 94.4 (0.53)
5000 0.34 (0.00) 94.5 (0.17) 94.7 (0.17) 94.6 (0.17)
24!

100 9.97 (-0.03)  96.2 (7.77) 96.2 (7.85) 95.1 (7.77)
200 9.97 (-0.03)  96.0 (5.27) 95.9 (5.32) 95.2 (5.27)
500 10.00 ( 0.00) 95.0 (3.25) 95.1 (3.27) 94.8 (3.25)
5000 10.00 ( 0.00) 94.4 (1.01) 94.5 (1.02) 94.5 (1.01)
V2

100 1.00 ( 0.00) 95.2 (2.58) 95.4 (2.60) 95.0 (2.58)
200  1.00 ( 0.00) 94.9 (1.80) 95.1 (1.81) 94.8 (1.80)
500 0.99 (-0.01) 94.8 (1.14) 95.0 (1.14) 94.8 (1.14)
5000 1.00 (0.00) 94.9 (0.36) 94.9 (0.36) 94.8 (0.36)
Bs,—

100 -5.01 (-0.01) 95.9 (1.31) 96.1 (1.33) 94.4 (1.31)
200 -5.01 (-0.01) 95.5(0.90) 95.6 (0.91) 95.0 (0.90)
500 -5.00 ( 0.00) 95.1 (0.56) 95.2 (0.56) 94.9 (0.56)
5000 -5.00 ( 0.00) 94.4 (0.18) 94.5 (0.18) 94.5 (0.18)
B+

100 5.03 (0.03) 96.0 (2.31) 96.3 (2.35) 94.5 (2.31)
200  5.02 (0.02) 954 (1.56) 95.7 (1.58) 94.7 (1.56)
500  5.01 (0.01) 94.8 (0.97) 95.2(0.97) 94.9 (0.97)
5000 5.00 ( 0.00) 94.5 (0.30) 94.6 (0.30) 94.6 (0.30)
e

100 5.00 ( 0.00 95.7 (0.45) 95.6 (0.52) 94.2 (0.45
200  5.00 (0.00) 95.4 (0.32 94.5 (0.32

(0.00) (0.45) (0.52) (0.45)
(10.00) (0.32)  95.4 (0.32) (0.32)
500 5.00 (0.00) 95.0 (0.19) 95.0 (0.18) 94.8 (0.19)
5000 5.00 ( 0.00) 94.4 (0.06) 94.5 (0.06) 94.5 (0.06)
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3.2 Bias and coverage when models are misspecified

We further study the finite sample behavior of the estimators under model misspecification. The
impact of model misspecification on parameter estimation is assessed in two scenarios. In the
first scenario, the mean of the two-phase regression model is correctly specified but the variance
is misspecified. We specifically focus on a situation where the variability of y depends on the
magnitude of y itself. That is, the variance of y is greater for smaller values of y, which frequently
happens when small y is more susceptible to measurement error. Data are simulated from the
following mean function of M20 (same as in Section 3.1) but with heteroscedastic errors inversely

proportional to y:

n=o1+aiz+pfi(z—e)_+PB(z—e)?
=log(1.4)z + 10 (x — 5)_ + (z — 5)%, (M20)

e~ N(0,1.5+ 1.5v/|n]),

where z ~ N(0,1) and =z ~ U(1.5,7.9).

Figure 3.1 (left panel) shows the simulated heteroscedastic data and Table 3.8 shows the corre-
sponding MC simulation results. The estimates are found to be robust to variance misspecification.
The bias is negligible and the coverage of the percentile bootstrap CI is close to the nominal level
for all sample sizes. However, the Cls are wider particularly for the small sample size, as compared
to those from M20 with homoscedastic errors (Table 3.1).

In the second scenario, the variance is correctly specified but the mean is misspecified. Data

are simulated from the following homoscedastic M33c, but instead of fitting M33c, we fit M22:

n=a1+odz+mzr+y(@—e)’+ 8- (x—e) + B4 (x—e)l
=0xz+0x2+(z—0)7°+(x—0)7> — (z-0)%, (M33c)

e~ N(0,1),

where & ~ U(—3.2,3.2). The true parameter values of M22 are approximated by averaging pa-

rameter estimates from 200 MC simulations using datasets of sample size n = 100,000. This,
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together with the symmetry of the models (discussed in 2.1.1), yields ag = 0,61,—- = —f1 4+ =
—6.145101, B2, — = P2+ = —3.800270 and e = 0. The mean functions of the data-generating model
M33c and the fitted model M22 are both illustrated in Figure 3.1 (right panel). The simulation
results displayed in Table 3.8 show that our estimates and percentile bootstrap CI are robust to
misspecification of the mean. A low bias, good coverage and high precision all indicate their good

performance even for the misspecified mean model.
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Figure 3.1: Two simulated datasets to evaluate the performance of the estimators under model mis-
specification. Left panel: A dataset generated from the mean function of M20 with heteroscedastic
errors inversely proportional to y. The threshold is at x = 5. Right panel: A dataset generated
from the mean function of M33C (dashed line) with homoscedastic errors. M22 (solid line) was fit
to this dataset. The threshold is at x = 0.



34

Table 3.8: Results from 10,000 MC simulations for M20 and M22 under model misspecification.
Mean parameter estimates from the MC simulations and their biases are presented in the column
labeled “Est(Bias)”. Empirical coverage of the three 95% bootstrap Cls for the parameters (with
MC median width in parenthesis) is also given. “Perc”, “Symm” and “Basic” below refer to the
percentile, symmetric percentile and basic bootstrap CI, respectively.

M20 Data-generating: M33c
Heteroscedastic errors Fit: M22
n Est(Bias) Perc Symm Basic Est(Bias) Perc Symm Basic
(6] Q9
100 0.34 (0.01) 94.3(2.11) 94.8(2.12) 94.8(2.11) 0.00 (0.00) 96.2 (0.49) 95.6 (0.50) 93.6 (0.49)
200  0.34 (0.00) 94.2 (1.49) 944 (1.49) 94.5(1.49) 0.00 (0.00) 95.3(0.34) 95.1 (0.34) 93.7 (0.34)
500 0.34 (0.00) 94.2(0.94) 94.5(0.94) 94.5(0.94) 0.00 (0.00) 95.2(0.21) 95.0 (0.21) 94.4 (0.21)
5000 0.34 ( 0.00) 94.5(0.30) 94.6 (0.30) 94.5(0.30) 0.00 (0.00) 95.0(0.07) 95.1(0.07) 94.9 (0.07)
B B,
100 10.48 (0.48) 95.1 (15.24) 96.6 (15.72) 95.0 (15.24) -6.20 (-0.06) 96.3 (2.52) 96.0 (2.58) 92.2 (2.52)
200 10.23 (0.23) 95.2(9.64) 97.5(9.73) 97.0 (9.64) -6.21 (-0.06) 95.5 (1.76) 95.3 (1.79) 92.9 (1.76)
500 10.06 ( 0.06) 95.3 ( 5.56) 96.2 ( 5.61) 95.7 ( 5.56) -6.18 (-0.04) 94.8 (1.08) 95.0 (1.10) 93.7 (1.08)
5000 10.00 ( 0.00) 94.7 (1.67) 95.1 (1.68) 95.1(1.67) -6.15(0.00) 95.4(0.34) 95.6 (0.34) 95.1 (0.34)
Br+
6.20 (0.05) 96.7 (2.54) 96.4 (2.61) 92.0 (2.54)
6.21 (0.06) 95.6 (1.75) 95.5 (1.78) 93.4 (1.75)
6.18 (0.04) 95.3 (1.09) 95.5 (1.11) 94.3 (1.09)
6.15 (0.00)  95.3 (0.34) 95.3 (0.35) 94.9 (0.34)
B2 Ba,—
100 1.24 (0.24) 94.7(4.97) 959 (5.01) 89.4(4.97) -3.85(-0.05) 96.9 (1.97) 96.8 (2.16) 82.3 (1.97)
200 1.10 (0.10) 95.0 ( 3.15) 96.0 ( 3.17) 93.8 ( 3.15) -3.83 (-0.03) 96.8 (1.38) 96.6 (1.49) 83.4 (1.38)
500 1.03 (0.03) 94.9 ( 1.86) 95.7 ( 1.87) 94.7 ( 1.86) -3.82 (-0.02) 96.0 (0.87) 95.3 (0.94) 83.0 (0.87)
5000 1.00 ( 0.00) 95.0 (0.56) 95.3 (0.56) 95.2 (0.56) -3.80 ( 0.00) 95.5(0.30) 94.8 (0.31) 86.4 (0.30)
Ba+
-3.85 (-0.05) 96.9 (1.98) 97.0 (2.18) 82.4 (1.98)
-3.84 (-0.04) 97.2 (1.37) 96.7 (1.49) 83.1 (1.37)
-3.82 (-0.02) 95.9 (0.87) 95.3 (0.94) 82.6 (0.87)
-3.80 (10.00) 95.6 (0.30) 94.9 (0.31) 87.2 (0.30)
e e
100  5.00 ( 0.00) 94.8 (1.23) 96.7 (1.29) 91.6 (1.23) 0.00 (0.00) 95.8 (0.82) 96.2 (0.95) 73.9(0.82)
200 4.99 (-0.01) 94.9 (0.71) 97.5(0.77) 94.7 (0.71) 0.00 ( 0.00) 96.2 (0.58) 96.0 (0.66) 75.8 (0.58)
500  5.00 (0.00) 94.9(0.40) 96.8 (0.41) 95.1 (0.40) 0.00 ( 0.00) 95.6 (0.38) 94.8 (0.43) 76.3 (0.38)
5000 5.00 ( 0.00) 94.9 (0.11) 95.7 (0.11) 954 (0.11) 0.00 (0.00) 94.9 (0.13) 94.7 (0.14) 83.6 (0.13)
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Chapter 4
APPLICATION TO LIDAR DATA

In this chapter, we apply two-phase regression models to the LIDAR data using our fast grid
search algorithm and demonstrate their practical utility. Light detection and ranging (LIDAR)
is a remote sensing tool that measures the range (or distance) between the source and a target
by measuring the return time of a laser pulse emitted from the source. Air pollution monitoring
is one of the most popular applications of LIDAR (e.g., Sigrist, 1994; Ragnarson, 1994). Using
the LIDAR technique, Holst et al. (1996) measured the concentration of atmospheric mercury in
the plume from the geothermal power plant in Italy. The LIDAR data we analyze here consist of
221 observations from their LIDAR experiment. The range (in meters), which is defined above, is
the covariate of interest. The outcome is the logarithm of the ratio of reflected laser pulses from
two laser sources: one on the resonance frequency of mercury and the other off resonance. Other
adjustment variables are not considered since the data only contain these two variables.

Figure 4.1 shows the association between the log ratio and range. Due to a marked nonlinear
relationship observed between the two, the LIDAR, data have appeared in the literature regarding
polynomial regression models and smoothing splines (Ruppert, 1997; Ruppert et al., 2003; Wake-
field, 2013). The data also suggest existence of a threshold around the range of 550 m, after which
the association between the log ratio and range appears to be strongly negative. Thus two-phase
regression models are well-suited to describing this nonlinear relationship present in the LIDAR
data. We specifically explore the following six models: M01, M02, M03, M11, M12 and M13. The
first three models are chosen because Figure 4.1 shows no sign of association before the threshold.
Moreover, higher-order polynomials, such as quadratic and cubic, are considered for the associa-
tion after the threshold because of the observed nonlinearity. The last three models are chosen
to explicitly test the association before the threshold. We use the percentile bootstrap confidence
interval (CI) for inference, which showed the best performance in our simulation study.

The parameter estimates and the corresponding percentile bootstrap Cls from the six fitted
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Figure 4.1: The LIDAR data. Left panel: Fitted curves from M01, M02 and M03. Right panel:
Fitted curves from M11, M12 and M13.

models are summarized in Table 4.1 and the model fits are illustrated in Figure 4.1. As expected
from Figure 4.1, we find no evidence of an association between the log ratio and range before the
threshold. The 95% percentile bootstrap CIs for the range slope in M11, M12 and M13 contain
zero, indicating a non-significant linear association before the threshold. The results also suggest
a quadratic relationship between the log ratio and range after the threshold, as the 95% percentile
bootstrap CI for (range — e)%L in M02 does not contain zero. However, the 95% percentile bootstrap
CI for (range — €)% in M03 does contain zero, which in turn implies that a cubic relationship after
the threshold is not well established.

In conclusion, our analyses suggest that M02 best describes the nonlinear relationship between
the log ratio and range apparent in the LIDAR data. The threshold is estimated to be 550 m
with the 95% percentile bootstrap CI of 544 - 558 m. As a final note, it should be mentioned
that we rely on the significance of individual coefficients in comparing the models instead of formal
model selection procedures (which need further study). Still, it offers a meaningful insight on the

important features of the data as an exploratory analysis.
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Estimation results from the six two-phase regression models for the LIDAR data.

The estimated coefficients of the variables, estimated threshold and corresponding 95% percentile
bootstrap confidence intervals (in parentheses) are presented. All coefficient estimates and their

confidence intervals are multiplied by 103 for readability.

MO1 Mo02 MO3 M11 M12 M13
intercept -51.6 -52.7 -56.2 -36.0 -4.4 22.6
(-58.9, -45.4)  (-60.7, -46.9) (-62.9, -49.6) (-106.7, 31.8)  (-85.9, 69.8) (-53.2, 80.5)
range -0.035 -0.11 -0.17
(-0.189, 0.123)  (-0.27, 0.08) (-0.30, 0.005)
(range-e) 1 -4.0 -8.9 -13.0 -4.0 -9.0 -13.0
(-4.4,-3.7) (-10.5, -7.6) (-16.0, -8.9) (-4.4, -3.6) (-10.3, -7.5) (-15.6, -9.3)
(range-€)%. 0.030 0.099 0.032 0.103
(0.022, 0.043) (0.029, 0.153) (0.021, 0.043) (0.033, 0.155)
(range-€)3. -0.0003 -0.0003
(-0.0005, 0.00002) (-0.0005, -0.00001)
e 522 550 559 523 553 561
(514, 531) (544, 558) (549, 564) (513, 531) (546, 559) (550, 565)
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Chapter 5
DISCUSSION

In this thesis, we developed a fast grid search algorithm for estimating parameters of higher-
order two-phase regression models. The key idea of our algorithm is to reduce the search time for
the threshold value giving the maximum likelihood, based on the recursive formulas sequentially
updating the likelihood for each threshold value. This avoids computing the likelihood from scratch
each time and thus ease the computational burden. The algorithms for the two-phase regression
models presented in Figure 1.1 have been implemented in the R package “chngpt” (Fong et al.,
2017a).

Our simulation studies showed that the proposed fast grid algorithm to find the MLE performed
satisfactorily, and that the shape (i.e., parameter values) of the model affects the bias and precision
of the estimators. Moreover, estimates and bootstrap-based confidence intervals were robust to
either misspecified mean or variance models. We concluded with the application of our estimation
method to the LIDAR data, which illustrated how the two-phase regression model could be used
to describe a nonlinear relationship.

One limitation of our work is that in the grid search, we selected the observed values of the
covariate of interest as candidate values for the threshold. We cannot exclude the possibility that
the threshold value maximizing the likelihood lies between the observed values or beyond the range
of the grid. Though, with increasing sample sizes, the grid becomes denser and this usually provides
a good balance between computational complexity and statistical performance. Highly accurate
solutions can also be obtained using much denser grids than the observed values.

Our work can be extended in several directions. We only focused on two-phase regression
models with an identity link function, but other link functions can be considered as well (e.g., two-
phase logistic regression models with a logit link function for binary data and two-phase Poisson
regression models with a log link for count data). Estimation methods for such models can be

developed in future studies to accommodate non-normal data in a generalized linear model (GLM)
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framework (McCullagh and Nelder, 1989). Previously, Elder and Fong (2019) discussed that the
fast grid search algorithm is only available for two-phase regression models with an identity link and
thus estimation for other link functions should be done in a different way. They used the smooth
approximation (Fong et al., 2017b) to estimate the parameters and relied on asymptotic theory
to construct confidence intervals. A similar approach can be employed to higher-order two-phase
GLMs or a novel grid search method can be developed in future work for practical use.

Also, a further extension can be made by allowing random effects. If some of the parameters in
the two-phase regression model are considered random and we are interested in the variability of
those random effects as well as fixed effects, two-phase GLMMs (generalized linear mixed models;
e.g., McCulloch (2001)) will be appropriate for describing both effects. A vast amount of future
work is necessary to develop methods for estimating the two-phase GLMM, because the presence
of variance components complicates the problem.

Finally, this thesis has dealt with the estimation of higher-order two-phase regression models,
but not much attention has been paid to inference or hypothesis testing. We tested individual
parameters based on the bootstrap confidence interval in Chapter 4, which was sufficient for illus-
tration purposes. However, a more formal approach to model testing and selection (e.g., likelihood
ratio test) should be introduced and implemented in future studies, in order to guide practitioners

in choosing the best model.
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