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Abstract: The Bayesian probit regression model (Albert and Chib [1])
is popular and widely used for binary regression. While the improper flat
prior for the regression coefficients is an appropriate choice in the absence
of any prior information, a proper normal prior is desirable when prior
information is available or in modern high dimensional settings where the
number of coefficients (p) is greater than the sample size (n). For both
choices of priors, the resulting posterior density is intractable and a Data
Augmentation (DA) Markov chain is used to generate approximate samples
from the posterior distribution. Establishing geometric ergodicity for this
DA Markov chain is important as it provides theoretical guarantees for
constructing standard errors for Markov chain based estimates of posterior
quantities. In this paper, we first show that in case of proper normal priors,
the DA Markov chain is geometrically ergodic for all choices of the design
matrix X, n and p (unlike the improper prior case, where n > p and
another condition on X are required for posterior propriety itself). We also
derive sufficient conditions under which the DA Markov chain is trace-
class, i.e., the eigenvalues of the corresponding operator are summable.
In particular, this allows us to conclude that the Haar PX-DA sandwich
algorithm (obtained by inserting an inexpensive extra step in between the
two steps of the DA algorithm) is strictly better than the DA algorithm in
an appropriate sense.
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1. Introduction

Let Y7,---,Y, be independent Bernoulli random variables with P(Y; = 1|8) =
®(x!'B) where x; € RP is the vector of known covariates corresponding to the
ith observation Y;, for ¢ = 1,--- ,n; B € RP is a vector of unknown regression
coefficients and ®(-) denotes the standard normal distribution function. For
y; € {0,1}; i =1,--- ,n, the likelihood is given by:

P(Yi =y, Yo = o) = [[[2]8)]" [1 - 2(]8)] "

=1

Our objective is to make inferences about 3, and we intend to adopt a Bayesian
approach as proposed in Albert and Chib [1]. In particular, we specify the prior
density 7(3) to be a N, (Q‘l'v, Q‘l) density, with a positive definite matrix @
and v € RP. Note that any vector p € RP can be writtenas p = Q 'Qu = Qv
with v = Qu. Hence the assumption that the prior mean is of the form Qv is
not restrictive. Albert and Chib [1] consider an improper flat prior for 3, which
can be obtained as a limiting case of this (proper) prior, e.g., by taking v = 0,
and @ approaching the matrix of all zeros. Let y = (y1,--- ,yn) denote the
observed values of the random sample Y = (Y7,---,Y,,)7, and

m(y) = /R (8 (H [@(=]8)]" [1—<1><w?ﬁ>]1“> s

i=1

denote the marginal distribution of y. Then the posterior density of B given
Y =y is given by

w(0h) = (H (@l B)]" [1- @(wfm]l‘yi) .

m(y) Pl

Note that the posterior density (3 | y) does not have a closed form. It is highly
intractable in the sense that computing expectations with respect to this density
is not feasible in closed form, or by using numerical methods (for even moderate
p), or by using Monte Carlo methods (for large p). Albert and Chib (1993)
proposed a data augmentation MCMC algorithm (henceforth called the AC-DA
algorithm) for this problem. As shown below, each iteration of this algorithm
involves sampling from (n+p) standard univariate densities. Consider the latent
variables zq,--- , 2z, where

2B~ N(xI'B,1), with y; = 1(z > 0) fori=1,---,n.
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Further, let X denote the n x p design matrix. Simple calculations show that the
joint conditional density 7(3, z|y) of B and z = (21,--- , 2,)7 given the data y
satisfies the following

7(B, z|y) x exp {——{(ﬂ Q 'v) Q(ﬂ—Q_1”}>]
X exp [—%(z - XB)"(z - Xﬁ)}

X H{ (0,00)(2i)) (]1(700,01(20)1_%} : (1)

It follows from (1) that the full conditional density of 3 given z,y satisfies

7(B|z,y) o exp {—% {BT (XTX+Q)B- 287 (v+X"2) }} ) 2)

From (2) we can immediately conclude that conditional on (z,vy), 8 is normally
distributed with mean vector (X7X + Q)~!'(v + X”'2) and covariance matrix
(XTX+Q)!

Blzy~N, (XTX+Q) " (v+X72), (X"X+Q) ).

Again from (1), it is easy to see that the posterior density of z given 3, y satisfies

(218,9) H {6(:=278) (Lo ()" (Meoom(z) "} (3)
It follows that for i =1,--- ,n

Zq | /87 Y mgfp TN (mfﬁa 17yi)
where TN(, 0%, w) denotes the distribution of a truncated normal variable with
mean  and variance o2 which is truncated to be positive if w = 1 and negative
if w=0.
Using the standard densities above, Albert and Chib [1] construct a data
augmentation Markov chain ¥ = (8,,,)m>0. The transition of this Markov chain
from 3, to B,,,, is given as follows.

(m 4+ 1)st iteration of AC-DA Markov chain U:

(i) Draw independent zi,--- , 2z, with

zi~TN(zfB,1,y),i=1,-.,n
and call z = (21, ,2,)7.
(i) Draw B~ N, (XTX +Q) " (v+X72), (XTX +Q) 7).
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The above conditional densities have standard forms, therefore observations
from the Markov chain ¥ can be easily generated using any standard statistical
software, such as R ([17]; [25]). It can be easily shown that the transition density
for U is strictly positive everywhere, which implies that ¥ is Harris ergodic
(see Asmussen and Glynn [2]). It follows that cumulative averages based on the
above Markov chain can be used to consistently estimate corresponding posterior
expectations. However, providing standard errors for these estimates requires the
existence of a Markov chain CLT (which is much more challenging to establish
than the usual CLT in the IID/independent setup). A standard method available
to prove a Markov chain CLT involves proving that the underlying Markov chain
is geometrically ergodic (Chan and Geyer [5]; Flegal and Jones [7]; Mykland,
Tierney and Yu [15]; Robert [18]). See Section 2 for more details.

The first contribution of this paper is a proof of geometric ergodicity for ¥ for
all choices of the design matrix X, sample size n and number of predictors p.
It is to be noted that the original Albert and Chib [1] paper has been cited
over 2450 times, indicating the wide range of applications and studies that have
been made based on this data augmentation (DA) algorithm. This highlights the
importance of having consistent standard error estimates for quantities based
on the DA Markov chain. As we explain in Section 2, geometric ergodicity is
an important ingredient for obtaining a theoretical guarantee for the validity of
CLT based standard error estimates used by practitioners.

Data Augmentation (DA) algorithms are typically slow-mixing and take a
long time to converge. However, there exist sandwich algorithms (Meng and
van Dyk [13]; Liu and Wu [12]; Hobert and Marchev [8]) which can potentially
significantly improve the DA algorithm by adding just one computationally
inexpensive intermediate step “sandwiched” between the two steps of the DA
algorithm. These sandwich algorithms are theoretically proven to be at least as
good as the original DA algorithm in terms of the operator norm (see Section 3).
However, to show that the sandwich algorithm is strictly better, one needs to
prove some additional properties of the DA Markov chain.

As a second major contribution of this paper, we show in Section 3 that the
DA Markov chain W is trace-class. The derivation is quite lengthy and involved
(see Section 3). The fact that a DA Markov chain is trace-class ensures that one
can counstruct strictly better sandwich algorithms (e.g., Haar PX-DA algorithms;
see Section 4) in the sense that the (countable) spectrum of the DA algorithm
point wise dominates the (countable) spectrum of the sandwich algorithm, with
at least one strict inequality (Khare and Hobert [11]). We would like to point
out that no results regarding trace class properties in the improper flat prior
case are available in the literature. It is to be noted that our trace class results
hold both when n > p and n < p, although some sufficient conditions on X and
Q@ need to be satisfied (see Theorem 2).

Roy and Hobert [22] prove the geometric ergodicity of the resultant algorithm
when an improper flat prior (instead of a proper normal prior) on 3 is consid-
ered, and also derive the PX-DA sandwich algorithm in this setting. Unlike our
paper, these authors construct minorization conditions that allow them to use
regeneration techniques for the consistent estimation of asymptotic variances.



Bayesian probit regression with proper priors 181

On the other hand, the trace class property under the improper prior is not
investigated in [22]. It is important to note that an improper flat prior on 8
leads to a proper posterior only under the following conditions derived in Chen
and Shao [6]:

1. n > p and the design matrix has full column rank,
2. there exits a vector @ = (a1, -+ ,a,)T with strictly positive components
such that W%a = 0, where W is an n x p matrix whose ith row is ! or

—x7 according as y; is 0 or 1.

K3
Roy and Hobert [22] show that the above conditions are sufficient to establish
geometric ergodicity as well. However, these conditions clearly exclude the case
of modern high dimensional problems where the dimension p can be much larger
than the sample size n. Hence, if p > n one needs to work with a proper
normal prior. In fact, we show that when a proper normal prior is assumed, no
assumption on n, p and X is necessary to have geometric ergodicity. ! If n > p,
an improper flat prior is useful in the absence of any prior information or for
objective Bayesian inference, while the proper prior is useful in the presence of
prior information. To the best of our knowledge, there are no general technical
results comparing the efficiency or behavior of the AC-DA algorithm in the
proper/improper settings when n > p.

The remainder of this article is organized as follows. In Section 2, we for-
mally define geometric ergodicity and prove that ¥ is geometrically ergodic by
establishing an appropriate drift condition. In Section 3 we review the notions of
trace-class Markov chains and prove that under some easily verifiable sufficient
conditions ¥ is trace-class. In Section 4, we briefly review the concepts of sand-
wich algorithms and derive the form of one such algorithm, namely the Haar
PX-DA algorithm, corresponding to the AC-DA algorithm. In Section 5 we pro-
vide an illustration based on a real dataset to exhibit the improvements that can
be achieved by using the Haar PX-DA algorithm over the AC-DA algorithm.
In Appendix A, proofs of some relevant mathematical results are provided. A
method for sampling from a density that appears in the Haar PX-DA algorithm
is described in Appendix B.

2. Geometric ergodicity for the AC-DA chain

In this section we first formally define the notion of geometric ergodicity for
a Markov chain and then we show that the AC-DA chain ¥ is geometrically
ergodic. Let k(+,-) denote the Markov transition density associated with ¥, with
corresponding Markov transition function K(-,-). In particular, for 8’ € R? and
a measurable set A € B (:= the Borel o-field on R?), K(8', A) = [, k(8',8)dB.

IRoy [21] proves the geometric ergodicity of a DA algorithm based on the robit model,
which uses a Student’s t-distribution function instead of the standard normal distribution
function for robustness. However, this robustness comes at a cost of increased complexity in
analysis that makes the problem of proving geometric ergodicity much more challenging. This
is apparent from the rather restrictive nature of the sufficient conditions assumed in that
paper.
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For m > 1, the corresponding m—step Markov transition function is defined in
the following inductive fashion.

K™(3',A) = e K™ Y(B,A) K(8',dB) = Pr(B,,,; € AlB; = B)
for all j =0,1,2,...; with K! = K. Let II(-|y) denote the probability measure
associated with the posterior density 7(8|y), so that II(Aly) = fA m(Bly)dB.
Here m(3|y) denotes the B—marginal of the joint density 7(8, z|y). The chain
U is geometrically ergodic if there exist a constant € [0,1) and a function
Q@ : R? — [0, 00) such that for any 8 € R? and any m € N,

IK™(8,-) = H(|y)|| := sup [K™(8,A) = (Aly)| < Q(B)n™

As mentioned in the introduction, geometric ergodicity implies existence of
a CLT for Markov chain based cumulative averages. In particular, let g €
L3(m(Bly)) such that E,g(8)? < oo, and let (B,)%_, denote the observations
generated by the DA algorithm. Define g, := m™* Y \_, g(By). If the (re-
versible) DA Markov chain is geometrically ergodic, then there exists og € (0, 00)

such that /m(gm — Exg) 4 N (0,02) as m — oo. Several methods for obtain-
ing consistent estlmators of O'g are avallable in the literature, see for example
[9, 7]. These methods typically require additional moment assumptions on g
along with other mild regularity assumptions.

The following theorem establishes geometric ergodicity of ¥ by forming a
(geometric) drift condition on the basis of the following (drift) function

v(B)=8" (XTX+Q)B

The fact that (XTX + Q) is positive definite ensures that v(3) is unbounded
off compact sets as a function of 8, i.e., for each a > 0, the level set {3 :
BT (XTX +Q)B < a} is compact.

Theorem 1. Let k(-,-) denote the transition density corresponding to the Markov
chain V. Then for any arbitrary 3’ € RP representing the current state, there
exists p € (0,1) and L € R such that

/Rp v(B)k(B',8) dB < pv(B') + L. (4)

Proof. On the outset, note that the transition density corresponding to the
AC-DA Markov chain is given by

k(8. B) = /Z w(Blz,y)m(z|6y) dz

where Z denotes the space where the random vector z lives, i.e., Z is the
Cartesian product of n half lines Ry = (0,00) or R_ = (—00,0] according as
y; = 1 or 0. Therefore, by Fubini’s theorem, we get

[ v [ { [ vwp)n@zv asfacip iz )
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The inner integral in the right hand side of (5) is given by

| vB)n(alz v a5 =B (67 (XX +Q) 8] .)
= trace ((XTX + Q) var(8|z, y))
EBlz,y)" (XTX +Q) E(B|z,y)
=p+(XTz +v)T (XTXx +Q)71 (XTz+v)
:p+“(XTX+Q)_1/2 (XTz+v)H2. (6)

Note that for any a € RP,b € RP and ¢ > 0,
1
a0l = ol + [o1F + 2(c0)” (1)
1
< Jall? + bl + c*al? + b

1
= (1+¢) [la)® + (1 + C—2> B>

Therefore, by taking a = (XTX + Q)_1/2

z, b= (XTX—I—Q)_1/2v and
any ¢ > 0, we get the followmg upper bound for (6):

e o e (14 g ) o e@ e

—1/2

- (1+02) H(XTX—i—Q) XTzHQ—&—Al (7)

where

A= Ai(e) = <1+ >H (XX +Q) H2

Hence, from (5), (6) and (7) we can write for any ¢ > 0,

/z {/R v(B) =(Blz.y) dﬁ} (2|8, y) dz

< (1+02)/ H(XTX+Q)‘”2XTz H2 m(z|B,y) dz + A,
an

= (1+) B(ZX (XTX +Q) ' X"z |8y) + Au. (8)
Now, note that
= o [~ -1
E (zTX (XTx +Q) ' X7z ‘B',y) —E (zTX (XTX n Ip) X7z |8, y)
< Amax E (2728, y)

= Amax ZE (212 ’ﬁ’,y) ) (9)

i=1




184 S. Chakraborty and K. Khare

Here X = XQ ™2, and Amax = Amax(X (XTX + I,)71 XT) denotes the largest
eigenvalue of X (X7 X +1,)"' XT. Standard results from the theory of truncated
normal distributions show that (see Roy and Hobert [22])

£o(S)
~ TN EU? = 2
U~TN(1,1) = EU?=1+&+ 3(6)
. £o(S)
2 __ 2
U~TN( 1,00 = EU?=1+¢ " TaE)

Therefore, it follows that for alli =1,--- ,n

z] B )o(x]B)

7402, ( e

B2 gy =] PN e
B 2 (2IB)o(=B) . '
L4 (af8)? - S ity — o

A more compact way of expressing this is as follows.

T 3/ T Al
E(2|B.y) =1+ (wlp) - (wi'B) & (wiB)

1o (w!P)
where
w; = .
—&; if Y; = 1
Now, foralli=1,--- ,n,
wi B')p(wi B’ .
I ofwrp) _ [| R rule <o
1-2 (wffF) 0 if wlB >0
ug (u)
< sup =:A
ue(—o0,0] |1 — @ (u)

and it is clear that A € (0,00). This implies, for all i =1,---,n
E(2]8.y) <1+ w!lB) +A=1+(278)" +A.

Therefore, from (9) we can write,

E (ZTX (XTX + 62)71 XTz ‘ﬂ’,y) < Amax Z (:BiTIB/)Z + Ay
i=1
= Amax B/T (XTX) ’8/ + A2
<max 87 (XTX +Q) B + 4y
= Amax ¥(8') + Ay (10)
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where As = n Apax (1 + A) < 0o, and inequality in the second last line follows
from the fact that @ is positive definite.
Finally, combining (8), and (10), we get

/Rp V(/@)k(ﬁla B)dB < (1+ 62) Amax V(ﬁ/) +L
=p(c)v(B) + L

where L = L(c) = Ai(c) + (1 + ) As, p(c) = (1 + ®)Amax and ¢ > 0 is
arbitrary. It remains to show that there exists ¢ > 0 such that 0 < p(c) < 1. Tt
follows from Proposition A.1 in Appendix A that Ayax € (0,1). So, for any c,
p(¢) = Amax(1+¢?) > 0. To show that there exits ¢ > 0 such that p(c) < 1, take

any cg € (O, V Amix — 1) (e.g. co = %\/ Amix — 1). Then

1+ C% < )‘r:léx — p(Co) = )\max(l + 0(2)) <L

This completes the proof. O

Remark 2.1. As mentioned earlier, since (X7 X 4Q) is always positive definite,
v(B) is unbounded off compact sets for any design matrix X. Therefore, from
Meyn and Tweedie [14, Lemma 15.2.8] and Theorem 1, it follows that for any
X, n and p, the AC-DA Markov chain V¥ is geometrically ergodic.

3. Trace-class property for the AC-DA chain

Recall that the AC-DA Markov chain ¥ has associated transition density given
by

k(8. 8) = /Z (8|2 y)n(2lB y) d=. (11)

Let L2(w(- | y)) denote the space of square-integrable functions with mean zero
(with respect to the posterior density 7(3 | y)). Let K denote the Markov op-
erator on LZ(m(- | y)) associated with the transition density k. Note that the
Markov transition density k is reversible with respect to its invariant distribu-
tion, and K is a positive, self-adjoint operator. The operator K is trace class
(see Jorgens [10]) if

/Rp k(B,B) dB < . (12)

If the trace-class property holds, then K is compact, and its eigenvalues are
summable (stronger than square summable), which in particular also implies
that the associated Markov chain is geometrically ergodic. The trace class prop-
erty for a DA Markov chain has another important implication. Hobert and
Marchev [8] define a class of sandwich algorithms called Haar PX-DA algorithms
which they show to be optimal in an appropriate sense. If a DA algorithm is
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trace class, then so is the Haar PX-DA algorithm. Furthermore, the spectrum
of the Haar PX-DA operator is strictly better than the DA algorithm in the
sense that the (countable) spectrum for the Haar PX-DA algorithm is domi-
nated pointwise by the spectrum of the DA algorithm, with at least one strict
domination (Khare and Hobert [11]). See Section 4 for more details.

The following theorem provides sufficient conditions under which the Markov
operator K corresponding to the AC-DA algorithm is trace class.

Theorem 2. Let X, the design matriz, have either full column rank (if n > p)
or full row rank (if n < p). Then, the AC-DA Markov chain ¥ is trace-class if

(A) All eigenvalues (or all non-zero eigenvalues, ifn < p) of @~ /2XTXQ~1/?
are less than 7/2, OR
(B) XQ1/? is rectangular diagonal.

Proof. We shall show that (12) holds for the Markov chain U if either (A) or
(B) holds. Conditions (A) and (B) will not play a role at all in the first half of
this proof, but will be needed to show the positivity of an appropriate function
in the second half of the proof.

First, note that (3) implies

7(2]8,y) x exp (—; Z(ZZ - g;ZTI@)2>

i=1
n 1 Yi 1 1—y;
: H{(@(w%) (1 @(me) }
i=1 i
1
= exp (—i(z - X3 (z - X,B))
n 1 Yi 1 1—-y;
() (=) )
1_1{ 2@78)) \1-o@p)
Now, let us define for i =1,--- ,n,
w3
Y o if gy =
t; = “ 1 vi 0 ;o Wy = i 1 vi 0 ; and anp = :
—z;, ify; =1 x;, ity = 'T

Then XTX = WTW and XTz = WTt, and absolute value of the Jacobian of
the transformation z — ¢ is one. So the conditional density 7 (¢|3,y) of ¢ given
3,y satisfies

m(tB,y) o< exp <;{tTt —28TWTt + ﬁTWTWB}>

U (starsr) "
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Again, simple calculations on (1) show that

(Bl exp | -5 {87 (XTX + Q) — 267 (X7= + 0
+ XTz+0)"(XTX +Q) " (XT2+v)}]
 exp [—% {,@T(XTX +Q)B 287Xz
— 268"v + zTX(XTX +Q) ' X"z
+ 22" X(XTX + Q) 'v}].
so that
(Blt,y) xexp |- {87 OV Q)p - 27 WTe

- 2870+ tTW(WTW +Q)'wTt
—2"TWWTW + Q) 'v}]. (14)

Therefore, using (11), (13) and (14), we get the following form for the integral
in (12) in the current setting.

Lo [ [ w8 ieta e

:/R / m(BIt, y)m(tB, y) dt dB

- /]RP /z op {5 {ﬁ (W'W + Q)8 - 28" W7t
_ QﬁTU—i— tTW(WTW—i—Q)*let
+ 2tTW(WTW+Q }]

X exp (—i{tTt —28TWTt + ﬁTWTWﬁ}>

X H ( ﬁ)> dt dg3. (15)

Here Cp denotes the product of all constant terms (independent of B and t)
appearing in the full conditional densities w(3|t,y) and 7(¢|3, y). Let us define

0=0Q /28, W =WQ /2 and v = Q~/2v. Absolute value of the Jacobian of
the transformation 3 — 0 is {det(Q)}~'/2 > 0. Therefore, the right hand side
of (15) is proportional to

/ / exp [ 0T(WTW +1,)0 — 20" Wt — 20"
RP n

+tTWWTW + L)' W+ 2" WWTW + Ip)‘li}}
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1
2

dt do
1—o(w; 0)

exp [f 0T QWTW + I,)6 — 20%}]
B /Rp [T (1 - ®(w; 9))

X exp

I

1=

7 N

(Tt —20TWTt + GTWTW0}>

/—’HA

1
1
2

( [ oo [0 G 1)

_ % £ (1, + WWTW + )" W) t] dt) da.  (16)

Now consider the partition
R = |H A
¢C{1,,n}
where
Ac=1{0:w]0>0ific(and w, @ <0ifi¢(}.

The above partition is essentially obtained by using the n hyperplanes defined
by 'wT0 = 0 for 1 < ¢ < n. This partition has also been used in [22] for proving
geometric ergodicity of the DA Markov chain corresponding to an improper flat
prior on 3. The right hand side of (16) can now be written as

/ exp [-% {oT(2WTW +1,)0 - 29%}}
A - (1 - q>(~T0))

Cg{l""vn}
(/ exp [20TWTt —tTW(WTW + )™ !

5 ¢ (L WOV 4 1)) o] di) do

= Z Ly, say

¢C{1,+,n}

where
exp [-% {aT(szW +1,)0 — 20%}]
f :/A< - (1-@(”’0))

</ exp {20TWTt —tTWWTW + ) !

_ % o7 (In FW(WTW + Jp)*le) t} dt) 9. (17)
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Therefore to prove (12), it is enough to show that for any ¢ C {1,--- ,n}
IAC < Q. (18)

Fix an arbitrary ¢ € {1,--- ,n}. Define ay; = w, 6 1(w; 6 < 0) = w, 0 1(i ¢ ¢
and ay; = w. 0 1(w T0 >0) =w, 0 1(i € () fori =1,---,n and a; =
(aji)i1<i<n for j = 1,2. This means a1 + as = W6 and ai;az; = 0, for all <. In
particular, a¥'as = 0. Then for i ¢ ¢

1 1
2 1—9(w; 0)
and for i € ¢

2 1— o(w! 6)

< ~T
(@'0)+ 1+ @ 02 H®/O)
1 (@/6)+ 1+ @]02 yw'o)

o) 2 ¢(@” 6)  p(w]9)

Z

W o>0 — (Birnbaum [3])

where ¢(z) = (x + V4 +22)/2, and ¢(-) denote the standard normal density
function. Thus, for any ¢ = 1,--- , n,

1 < 91G¢0) { Q('U%TG) }H(ZGC)
~T
1-d(w,; 0) ng(w 0)
)

( 1(ieq)
=2 { o7 0) }

= 2{q(w; 0)v27r}""<V exp [%(ﬂ;f@)?n(i € g)}

<2(1+vara (870 10 € ))) exp [ @771 < )
—2 (1 + \/ﬁq(agi)) exp Ba%z}
= G(ag;) exp Ba%z} , say

where (z) = 2 (1 + V27 q(z)). Therefore,

f{(l_ ~T> (an21>exp{%aga2}

— O(az) exp [1

2a§(12:| , say, (19)

where @(ag) =TI, d(ax).
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We now derive an upper bound for the inner integral in (17). Let € € (0,1)
be arbitrary and

o —oN—Ll/2
v = (In +W(WTW+IP)‘1WT) WWTW + I,)"'%.
Then using the fact that 2|a”b| < a”a + b"b with
e . \1/2
a=e (In L WWIW + Ip)—le) t and b=v*/+/e
we get
/ exp [ZHTWTt —tTWWTW + ) %
R?
1 T I T Tl ATy I —171/T ] d
—Et (n+W(W W+1I,)” W )t t

— — S~ 1
< / exp [QGTWTt + g tT (In +WWTW + Jp)*le) t+ 5 vl o*
R €

, o .
-5t (In +WWTW + Ip)—le) t| dt

__ 1 I __
e / exp [ZBTWTt —51-9t’ (In FWWTW + Jp)—le) t] dt

i€C ig¢

:Cl/ exp | 2 Zti @?Q—FZtl ’&7;0
) 1 T 17 (T 17 —175,T
- 51—t (o + WWTW + 1, W) ¢ dt

1 B —
gcl/ exp | 2) 5[0 5(1—e)t (In+W(WTW+Ip)’1WT)t dt
= | g

since Zti 17)?0 <0 forteR™
1€¢

=0 / exp [2a”{t - %(1 —e)t” (In +WWTW + Ip)—lﬁT) t} dt
R™

1/ 4 S 1
= Cl X exp |:2 (1_6) a{ (In + W(WTW + Ip)71WT> a1:| X (01)71

X / C] exp {1(1 —€)
R™ 2
x (t = a}) (Lo+ WWTW + 1) W) (t - ap)] dt
9 — N -1
<Where a; = (1—) (In +WWTW + I,,)*WT) a1>
— €

1/ 4 D 1
< C" exp {5 (ﬁ) o (In L WWTW + I,,)*WT) al] (20)
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*T %
v* v
C1 = exp ( 7 )

— — 1/2
Ct = (2m) /21— /2 {det (I + W(WTW + 1,)"'WT) |
and Cil = 01/01

The last inequality follows from the fact the integrand is a normal density.
Therefore, from (17) , (19) and (20) we get

1 e | = 1
Iy, < C{’/ exp [—5 {HT(ZWTW +1,)0 — 29T'u}] Q(az) exp [Eagag}
Ac

X € 1 4
*Plo\1 ¢

e~ o~ — — -1
x al (In +W(WTW+IP)*1WT) al} do

where

= Cil @(02)
A¢
P {; {OT(QWTW +1,)0 —atay —20"%
PR —~ —1
- (1 i 6) ai (In +WEWTW + Ip)*le) al}] do
=07 | Qlas) exp {—% {G(a,e) - 20%}} a0 (21)
Ac

where
G(0,¢) =0T 2WTW + 1) — ala,
4 — N1
- <1—> af (In +WWTW + I,,)*WT) a;
— €

=2(a; +a2)"(a; +az) +0"0 —ala,

4 — 1
—( >a1T (In+W(WTW+Ip)_1WT> ar

1—c¢

4
=2ala; — (1—

— N1
) o (In FWWTW + Ip)—le) a
+ala,+676 (22)
the last equality following from the fact that a? as = 0. Therefore, to prove (18)
it would be sufficient to show that for some e € (0, 1)

O(as) exp [_% {G(a, €) — 29%}] (23)

is integrable on A.. This holds when G(6,¢) is a positive definite quadratic
form in @ on A¢, as then, for some sufficiently large Co > 0, G(6,¢€) — 2077 +
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Cs is also positive definite, making the exponential term in (23) a constant
multiple of an appropriate multivariate normal density and the integrability of
(23) follows from the existence of (positive) moments of any multivariate normal
distribution.

Therefore, our objective is to show that there exists an € € (0,1) for which
G(0,¢) is a positive definite quadratic form (on A¢) in @ when at least one of
(A) and (B) holds. Note that on A, each entry of a; and as is a linear function
of 6. It follows from (22) that on A¢, G(6,¢) is a quadratic form in @ for every
€ > 0. Since ( is arbitrarily chosen, to achieve our objective, it is enough to
show that for some € € (0,1), G(8,¢€) > 0 for every 6 € RP. Since X (and hence
W) is assumed to have full column rank if n > p and full row rank if n < p, it

follows that either W7 W (when n > p) or wwT (when n < p) is invertible.
Therefore, when n > p

670 = 0TWTWWTW)2WTWO = (a1 + a2)TW(WTW)2WT (ay + a,)
and when n < p
676 > 0" Pyr0 =0TWT(WWT) "W = (ay + a2) T (WWT) Yay + a)

where for any matrix B, Pg denotes the orthogonal projection (matrix) onto the
column space of B, and the inequality follows from the fact that 7« > 2”7 Pgx,
for any € R*, k being the number of rows of B. Thus, it follows that letting

B WWIW)2WT ifn>p
Cl(wwTy! if n <p

yields, in general,
0T9 > ((1,1 + ag)TM(al + ag).

Hence, from (22)

4 — N1
G(8,¢) > 2aTa; — (1_6) al (In +WWTW + Jp)*le) a,
+alay + (a1 + ax)"M(a;, + as)
— o~ — —1
—2aTa; — 4a7 (In FWWTW + Ip)—le) a
+atay + (a1 +ax)"M(a; + as)
~ o~~~ — —1
—4 <1i> aT (In +WWTW + Ip)*le) a;
=: H(a,¢) (24)

where a’ = (af,al). From (24) it follows that in order to prove G(0,¢) > 0

for all @ € R? it is enough to show that H(a,e) > 0 for all @ € R™.
Now letting

— o~ — —1
P 2In+M—4(In+W(WTW+Ip)*1WT> M
nxn M I+ M
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and .
= (In + W(WTW + Ip)_1WT) ngn
nxn 0 O
nxn nxn,
yields

H(a,e)=a"Ra —4 (%) a’Sa
— €

where 0,,«, denotes an n X n matrix with all elements equal to zero.

Note that S is positive semi-definite. Hence, if H*(a) := a” Ra = H(a,0)
is positive definite, then it follows by Proposition A.3 that H(a,¢€) is positive
definite in a for sufficiently small €. Thus, our objective boils down in showing
that when at least one of (A) and (B) holds, H*(a) is positive definite in a. We
shall prove this fact by considering the cases n > p and n < p separately.

CaseI: n>p

Consider the following singular value decomposition.

W=U D VT (25)

nxp NXPp pXp pXp

where V' € RP*? is orthogonal, D € RP*? is diagonal, say D = diag(ds,--- ,dp)
with d; # 0 for all i = 1,--- ,n, and U € R™*P is a matrix with orthogonal

columns. Further, let
U = < Ul U >
nxn nxp nx(nfp)

be orthogonal in R™*",
Then,

D? + TI,

o~ —~ —1
w HrT”r —lurT U
<I” ( 2 ) N (21)2 + 71,

) UT 4 00"
and I
M=wWTW)2WwT =uD 0" =U (—”) Ut
D2
where, for diagonal matrices

Nixr = diag(fny, - ,ng) and Nixp = diag(ng, -+, ng)

with n; #0 for all i =1,--- |k, we define
N g (T
N'_ g 7’7,17 ’nk .

alay =aT(UUT +UUT)ay =0 = afUUTay = —aTUU a,

Then,
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and
Ul (a1 +as) =UTWO=UTUDVTO=0 = UTa, =—-U"a,

which means

aUU ay = fall?l_'NfTag = all?l?Tal = agl?l?Tag
and hence

H*(a) = 2ala; —4a¥ (In +WWTW + Ip)_IWT> B a, +alay
+ (a1 + a2)TM(a1 + as)
=2a{UU"a; + 2a1T(7(7Ta1 —4alU (%) Ula,
—4aTUU ay + aXUU T ay + alUU  ay

TU( )UTa1+a U( )UTa2+2a U(%)UTGQ

D? 411
=2aTUU"a; +2a,UU T ay — 4aTU (m) Ula,

—4a,UU ay + aiUUTay + a,UUT ay

aTu (D?) UTa, +alU (D?) UTay +2aTU (D2) UTa,

L AD? 4 4] I,
—a1U< p—g)UTa +a2U(I +—)UT

D2  2D?+ I, D2
1 T
+20 U(D2 —§IP>U as
I, 4D2+4I, I\
=al (204 g~ 5o )i (s ) @
P
r( I, 1 _
where a; = U%a; for j = 1,2.
Note that,
I, 4D?+4I, I, 21 I
21 b _ = 7P _ P _ p — 2 0 97
Tt D2 2D?+47l, D? 2D2+47l, D2(2D?+7l,) > Opxp  (27)
and
I,
Iy + 55 > Opxp (28)

D

where for two symmetric matrices A and B of the same order, A > B means
A— B is positive definite. This shows that the first two terms in (26) are strictly
positive.
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Now, under (B),
XQ Y% is rectangular diagonal
— W = WQ~'/? is rectangular diagonal
=U"=1L,V=1I,
— a; D*ay =a’UD*'U"ay +aTUD*U"a,

D*PxP Opx(n—p)
— a7 11
! <0(np)xp 0(n—p)x(n—p) | #2

. oP*P op*(n—p)
+ay o(n—p)xp D*;Z—P)X(”—P) 2

:O’

« _ (P O
ann - < O D*22> .
The last equality follows from the fact that ay;a0; = 0 for all 4 = 1,--+ |'n
Therefore letting D* = D’; — %Ip makes the cross product term in (26) equal to
zero, which means, under (B), H*(a) is a sum of two positive quantities, and
hence is strictly positive. o
Again, note that Q~/2XTXQ 12 = Q- '2WTwWQ -2 =WTW =VvD?VT.

Hence, the eigenvalues of Q= /2XTXQ~1/? are d?, . . ., df,. Let k; = d?/2 for all
i. Therefore, under (A), for alli =1,--- ,p,

7 7
d3<§ — ki< 7 = Tk} > 4k}

= 1+ 2k; + Tk? > 1 + 2k; + 4k}
= 14 2k; > 1+ 2k; — Tk + 43 = (1 — ky)?(1 + 4k;)

for any diagonal matrix

2\ 2
= 1+d; > (1—%) (2d7 +1)

dz " d} 2

2 K2

11 a2\’ 1 1\?
:>1+—>—< ——1) df(2df+1):<¥—§) d? (2d? +1).

This implies,

IP IP 1 ? 2 2
L+ 55)>(pz—5h) D’@D*+rL)
1, 1 I, 1
= (D_pz 5],,) D?*(2D* 4 71,) (D2 - 5Ip)
I 1, 4D? + 41,
==L -= 21, L _ - = 2
(5 5) (o g apiar) (7 am) e

Combining (26), (27), (28) and (29), it follows that H*(a) is positive definite.
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Case II: n < p

We slightly abuse our notation by considering the following singular value de-
composition:

wr'=v p v"7” (30)

nxp pXn nxXn nxn

where as before (but now with different dimensions) V' € R™*" is orthogonal,
D e R™*™ is diagonal, say D = diag(dy, - ,d,) where no d; is equal to zero,
and U € RP*" is a matrix with orthogonal columns and

U = ( Ul U >
pPXp PXN |pX(p—n)

is orthogonal in RP*P. Here

I R D? 4 11,
(In FWWTW + I,,)—le) -V (L> VT

2D2 + 71,
and
M=WIWWh)"'W=vD2vT =V <Z7"2> vT.
Hence

— o~ — —~ —1
H*(a) = 2aTa, — 4aT (In TWWTW + Ip)—le) a1 +alas
+ (a1 + ag)TM(al + 0,2)

D? + 11,
= QG,?VVTGQ — 401?‘/ (m) VTal + a;VVTaQ
I T I T I T
+a1V Va1+a2V D2 Va2+2aV V©as
I 4D? + 41, 1
_ T n n T n T
—O,IV(QI +ﬁ—m>v +a2V(I "‘Fﬁ)V as

|
+2alV (ﬁ - —In> V©a,

I 4D? 4+ 41, I .
S (o f - Y o (1,0 B,

D2 2D? 71, D?
(L, 1_\_.
+2a; (ﬁ - 51n> as (31)

where a; = VTa; for j = 1,2; and the equality in the second last line arises
from the fact that a7 VV7Tay = af'ay = 0. Notice the similarities between (31)
and (26) and note that the non-zero eigenvalues of

Q V2XTXQ V2 =WTW = UD?*UT and WWT = vD2yT
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are the same, namely d?,...,d%. Therefore by exactly similar arguments as
provided in the previous case, it follows that in this case also, H*(a) is positive
definite if either (A) or (B) holds.

Thus, both when n > p and n < p, if at least one of (A) and (B) holds, H*(a)
is positive definite in a@. As mentioned previously, this ensures integrability of
T4, as given in (17). Since ¢ € {1,2,--- ,n} is chosen arbitrarily, it follows that
U has the trace-class property. O

Remark 3.1. Since the positive eigenvalues of the matrices WTW and WWT
in the proof of Theorem 2 are the same, condition (A) can be equivalently
expressed as the following.

(A1) All eigenvalues (or all non-zero eigenvalues, if n > p) of XQ 'X7T are
less than 7/2.

Remark 3.2. The prior considered in this paper reduces to an approximate
flat prior when @ is “small” (approaching the zero matrix). However, when Q
is “small”, Q! is “large”; which makes the (positive) eigenvalues of XQ !XT
large. It follows that, when @ is so small that at least one eigenvalue of XQ ' X7
is bigger than or equal to 7/2, condition (Al) gets violated, and Theorem 2 can
no longer be applied.

Remark 3.3. When n > p and X has full column rank, Zellner [26] specifies
a Gaussian prior distribution for 8 with the prior covariance matrix having the
form Q7! = g(XTX)~!, where g is a positive scaling constant. This prior is
commonly referred to as Zellner’s g-prior. Under this prior

—1/2 -1/2

QPXTXQ V=g (XTX) " XTX (XTX) T =gI,

has eigenvalue g with multiplicity p. Hence condition (A) is satisfied as long as
g < 7/2, or equivalently g=! > 2/7. Thus under this prior, a sufficient condition
for the AC-DA Markov chain ¥ to be trace-class is g < 7/2.

4. Sandwich algorithms

As mentioned previously, one of the common problems with DA algorithms
is that they are slow to converge. However, significant improvements over the
convergence rate of a two block DA Makrov chain can be achieved by using a so-
called sandwich algorithm, where one simple and computationally inexpensive
intermediate step “sandwiched” between the two steps of the DA algorithm is
added at each iteration (see e.g., Liu and Wu [12]; Meng and van Dyk [13];
Hobert and Marchev [8]). Consider our AC-DA Markov chain ¥ once again and
let B be its current state. One iteration of a sandwich algorithm corresponding to
U comprises of the following three (instead of two, as in the AC-DA) steps. The
first step is similar to AC-DA in the sense that a (latent) random variable z ~
m(z|3,vy) is generated. Next, a Markov transition function R that is reversible
with respect to w(z|y) dz (i.e., R(z,d2’) n(z|y) dz = R(z',dz) n(z'|y) dz’)
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is considered, where 7(z|y) denotes the z-marginal of 7(3, z|y) in (1). The
intermediate second step for the sandwich algorithm then amounts to generating
a random variable z’ from the measure R(z,-). The third and final step in the
sandwich algorithm is again similar to the last step in AC-DA except for the
fact that here, instead of z, 2z’ is used. That is, the third step in the sandwich
algorithm entails generating the next state 3’ from (3|2’ y). The intermediate
step involving the generation of z’ from z is typically done with the help of a
low (generally one or two) dimensional random variable, making the DA and
the sandwich algorithm comparable in terms of computational efficiency.

In order to make precise comparisons between the DA and the sandwich
algorithms, we first need to introduce some notations. Let ¥ be the Markov
chain obtained by the sandwich algorithm. Analogous to the notations used in
Section 2 and 3, let K denote the Markov operator associated with the sandwich
algorithm, i.e., for all h € LE(7), K maps h to

(EhXB):i/ W) (8.8 B’

RP

where E, the Markov transition density of \f', is defined as follows:
k.0 = [ [ 7812 )Rz (a1.y) d:
zJz

A sandwich algorithm is always at least as good as the DA algorithm in
the sense of having a smaller operator norm, that is, we always have || K| <
IK||, though a strict inequality may not hold in general. Here K denotes the
Markov operator associated with the corresponding DA Markov chain. Note
that if a DA Markov chain is geometrically ergodic, then so is the sandwich
Markov chain due to the relationship || K| < || K|| < 1. (Recall that a reversible
Markov chain is geometrically ergodic if and only if the corresponding operator
K satisfies || K|| < 1 (Roberts and Rosenthal [19]).) Thus, as long as the original
DA algorithm is geometrically ergodic, a CLT holds for the sandwich algorithm
as well. In particular, let ¢ € L%(7(B|y)) such that E,g(8)%> < oo, and let
(BN)%_, and (3 ~N )R _, respectively denote the observations generated by the
DA and the sandwich algorithm. Define g,,, := m~'>"\_, ¢(By) and g, =

m~! Y No19 (E) N). Then there exist positive, finite quantities 03 and 53 such
that, as m — oo,

_ d
\/E(gm - Eﬂ'g) - N<Oa 03)
and \/m(gm - Errg) i> N(Ov&vg)

Moreover Hobert and Marchev [8, Theorem 4] show that Ug < 53, that is, by
using a sandwich algorithm, one gets the asymptotic variance of g, no larger
(possibly smaller) than that of g,,.

One class of sandwich algorithms, the so called Parameter Expanded Data

Augmentation (PX-DA) algorithms (Liu and Wu [12], Meng and Van Dyk [13]),
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use a proper probability measure for the Markov transition function R in the
intermediate step. While all PX-DA algorithms are aimed at improving the orig-
inal DA algorithm, following Hobert and Marchev [8], one can get a sandwich
algorithm that is uniformly better than all PX-DA algorithms, as long as a cer-
tain group structure is present in the problem. This “best” PX-DA algorithm,
while technically not a PX-DA itself as it does not use a proper probability
measure for R, and rather involves Haar measure, is called the Haar PX-DA al-
gorithm. We now describe the form of the Haar PX-DA algorithm corresponding
to the AC-DA algorithm.

Using the similar notations as in Hobert and Marchev [8], let G be the multi-
plicative group (R, o) where the group composition o is defined as multiplica-
tion, i.e., for all g1,92 € G, g10g2 = g1g2. G has e = 1 as its identity element and
g~ = 1/g. The multiplicative group (R4, o) is uni-modular with Haar measure
wi(dg) = dg/g, dg being the usual Lebesgue measure on Ry . Recall that Z de-
notes the support of the conditional density 7(z|y) of z given y. (In particular,
Z is the Cartesian product of n half lines R} or R_ according as y; = 1 or 0.)
Let us define a (left) group action of G on Z, which act through component-wise
multiplication, i.e., g € G,z = (21, ,2,)T € 2 = gz = (921, ,92,)7.
With this (left) group action, the Lebesgue measure on R™ is relatively left in-
variant with multiplier x(g) = ¢"; i.e., for all g € G and all integrable functions

h:R"™ - R,
g"/ h(gz) dz = / h(z) dz.

Then the intermediate step (that involves drawing 2z’ from z using some Markov
transition function R) of the Haar PX-DA algorithm amounts to generating a
random variable g from a density proportional to

n—1

x(9) m(gzly) w(dg) = g" " m(g9zly) dg =: w(g) dg

and defining 2’ = gz = (gz1,- -+ ,92n)7. Straightforward calculations show that
the z-marginal of the joint density in (1) satisfies

(zly) O‘H{ Lo,00) ()™ (L= ooOJ(Zz))lfyi}

X exp {—— {z (In - X(XTXx + Q)_lXT) z
- 22" X(XTX + Q) 'v}] (32)

so that

m(92]y) «H{ 0.00(920)" (Loeil920)) " |

X exp [2 {g*2" (I, - X(XTX JrQ)leT) z
— 202" X(XTX + Q)™ H



200 S. Chakraborty and K. Khare

n

= H {(]1(0,oo)(zz‘))yi (]1(*0“01(%))1_%}

e -5 (40) 205020}
where

2T (I, - X(XTX4+Q)'XT) z

ZTX(XTX 4+ Q). (33)

——
S o=
DO

Il

Hence, w(g) dg in the intermediate step for the Haar PX-DA algorithm satisfies

n

w(g) dg o g~ [T { (Lo (20))" (Lo () ™"
X exp [; {g*A(z) - 2gB(z)}} dg

_ 1 N
x g e | < {PAG208(E) | dy = @) do. (1
Note that
L —X(X"X+Q)'XT =1, - X(X"X +1,) ' X"

where X = XQ~2, and it follows from Proposition A.2 in Appendix A that the
right hand side is positive definite. This implies A(z) is strictly positive for any
non zero z, and hence we can indeed find a density @w*(g) = w*(g)/ [~ w*(s)ds
proportional to w*(g). Therefore, using (34), transition from 3,, to 3, of the
Haar PX-DA Markov chain Vg is obtained as follows.

(m + 1)st iteration for the Haar PX-DA Markov chain ¥

(i) Draw independent zi,--- , 2z, with

2~ TN (2] B, Ly;), i=1,---,n
and call z = (21, ,2,)7.
(ii) Draw g from a density proportional to

) dg = "t exp |5 {2 A(2) - 205} | do

where A(z) and B(z) are as given in (33) and call 2/ = gz
(gzlv e 7gzn)T'
(ii)) Draw B0 ~ N, (XTX +Q) ™ (v+ XT2), (XTX+Q) 7).
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It can be easily seen that the conditional posterior density m(3|z,y) is not
invariant under the group action of G on Z, ie., n(B|z,y) = 7(B|gz,vy) does
not hold in general for g € G (except, of course, the identity element). When the
AC-DA Markov chain ¥ is trace-class, using the results in Khare and Hobert
[11], it follows that the Haar PX-DA chain ¥y is also trace-class. Furthermore
Uy is strictly better than U in the following sense. Let (A;)52, and (Ag;)52,
denote the non-increasing sequences of eigenvalues corresponding to ¥ and Wy
respectively. Then Ag; < A; for every ¢ > 0, with at least one strict inequality.

Remark 4.1. Note that when B(z) in (33) is zero (which is the case when
the prior mean Q 1v is 0 <= v = 0), @* reduces to a square gamma den-
sity, i.e., the density corresponding to a random variable whose square follows a
gamma distribution. Since generating observations from univariate gamma dis-
tributions is simple, inexpensive and implemented in virtually every statistical
package, when B(z) = 0, additional costs due to the extra steps in ¥y become
essentially negligible. When B(z) # 0, w*(g) no longer remains a square gamma
density (or any standard density, for that matter). However, it is still possible
to generate observations from w*(g) by rejection sampling, without imposing
huge additional costs, since ¢ is univariate. One such method is laid out in
Appendix B.

5. Illustration

In this section, we consider a real dataset to illustrate the improvements that
can be achieved by the Haar PX-DA algorithm over the AC-DA algorithm. For
this purpose, we use the Lupus dataset from Table 1 in Van Dyk and Meng
[24]. This dataset consists of triplets (y;,x;1,%i2), ¢ = 1,...,55, where x;; and
x;9 are covariates indicating levels of certain antibodies and y; is an indicator
for the presence of latent membranous lupus nepthritis with 1 for presence and
0 for absence for the ith individual. (The dataset is also included in the R [17]
package TruncatedNormal by Botev [4].) Note that 3 has p = 3 components,
including one intercept term. For our analysis, we considered a g-prior with
g = 3.499999 and prior mean 0, which ensures that the AC-DA Markov chain
is trace-class. (See Remark 3.3.) Note that because the prior mean is assumed
to be zero, B(z) in (33) is also 0. This makes the extra steps in the Haar PX-
DA algorithm highly economical (see Remark 4.1). The initial value for 8 was
taken to be (—1.778,4.374,2.428)7 which is the maximum likelihood estimate.
To facilitate comparison, along with the two g-prior based algorithms, we also
consider the AC-DA and Haar PX-DA algorithms based on the improper flat
prior from Roy and Hobert [22]. All computations were done in R [17] and the
packages truncnorm [23] and TruncatedNormal [4] were used.

The AC-DA algorithm is known to be extremely slow for the Lupus data (see
e.g. Roy and Hobert [22]; Pal, Khare and Hobert [16]). Hence, all the four algo-
rithms (AC-DA and Haar PX-DA, each with proper and improper priors) were
run with a burn-in period of 2 x 10° iterations. The next 106 iterations were used
to obtain the auto-correlations and running means for the two (non-intercept)



202

Autocorreation Plot for B4

S. Chakraborty and K. Khare

Running Mean Plots for B4

Algorithm
o | AC-DA Improper
S Haar PX-DA Imprope
—s— AC-DA Proper
—=—  Haar PX-DA Proper
< |
=)

Autocorrelation

0.0
L

Running mean

Algorithm
AC-DA Improper

< 4 Haar PX-DA Improper
—— AC-DA Proper

—— Haar PX-DA Proper

I

o 4

Lag

(a) Autocorrelation plots for 51 values

T T T T T T
0e+00 2e+05 4e+05 6e+05 8e+05 1e+06

Iteration

(b) Running mean plots for 31 values

Fic 1. Convergence plots for the regression coefficient 81 for AC-DA and Haar PX-DA chains,
corresponding to the proper and improper priors, applied to the lupus data.
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corresponding to the proper and improper priors, applied to the lupus data.

regression coeflficients 5, and B for all four chains. These autocorrelations and
running means provide a natural way of evaluating convergence/efficiency of the

DA and Haar PX-DA Markov chains.

We first compare the relative performances of all four chains together. Fig-
ure 1(a) and 2(a) exhibit the auto-correlations and Figure 1(b) and 2(b), the
running means, for 8, and S5 respectively. Observe the remarkably smaller au-
tocorrelations for the chains based on the proper prior compared to those based
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F1c 3. Convergence plots (on a finer scale) for the regression coefficient B1 for AC-DA and
Haar PX-DA chains corresponding to the proper prior, applied to the lupus data.

on the improper flat prior shown in Figure 1(a) and 2(a). For instance, for
f1 in Figure 1(a), note that all autocorrelations are less than 0.5 for the two
proper prior chains while it takes 17 lags for the improper Haar PX-DA chain to
achieve such an autocorrelation (and the improper AC-DA chain never reaches
that value in the first fifty lags). The autocorrelation plots for S5 show similar
patterns in Figure 2(a). In both Figure 1(a) and 2(a), the autocorrelations for
the AC-DA proper prior chain almost coincide with those for the Haar PX-
DA proper prior chain. Again, observe the noticeably better performances in
terms of stability of running means for the chains based on the proper prior in
Figure 1(b) and 2(b). In the scales used in those two plots, the proper prior
chains appear almost as coincidental horizontal straight lines. In contrast, on
the same scales, the improper Haar PX-DA chain shows moderate, and the im-
proper AC-DA chain, significant, fluctuations till 300,000 and 700,000 iterations
respectively for both 3; and B.2 These metrics indicate the noteworthy supe-
riority (in terms of efficiency as well as convergence) of the chains based on the
proper prior over those based on the improper flat prior in the current setting.

Because performances of the two proper prior chains are almost indistinguish-
able in the scales used in Figure 1(a), 1(b), 2(a) and 2(b), we take a closer look
at these two chains to facilitate comparison. In particular, Figure 3(a) and 4(a)
display the autocorrelations and Figure 3(b) and 4(b), the running means, for 5,
and [ respectively, in appropriately chosen scales for the proper prior chains.

2An interesting feature displayed in Figure 1(b) and 2(b) is the significant differences
between the estimated values of the parameters obtained from the proper prior chains and
improper prior chains. These differences result from the fact that the proper prior and the
improper prior lead to different posterior distributions.
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Fic 4. Convergence plots (on a finer scale) for the regression coefficient B2 for AC-DA and
Haar PX-DA chains corresponding to the proper prior, applied to the lupus data.

Note that the autocorrelations are almost identical and the running means show
very similar patterns in terms of stability for S2 in Figure 4(a) and 4(b) (even
in the adjusted scale). On the other hand, Figure 3(a) and 3(b) demonstrate a
slightly more significant dominance of the Haar PX-DA chain over the AC-DA
chain for (7.

Thus, to summarize, it can be concluded that in terms of convergence, the
proper Haar PX-DA chain is the best among the four. Taking into account the
practically insignificant amount of time needed to run the extra step, the Haar
PX-DA algorithm with proper g-prior (g = 3.499999) is therefore undoubtedly
the best choice among the all four algorithms considered in the current setting
(the AC-DA algorithm based on the same prior being a close competitor).

Appendix A: Technical results

Proposition A.1. For any matriv B € R™*P B # 0,xp, and any positive real
number 7, all eigenvalues of B (BT B +11,)~* BT lie within [0, 1), with at least
one eigenvalue strictly positive.

Proof. We shall consider the cases n > p and n < p separately.

CaseI: n>p

Consider the following singular value decomposition:

B=U DUVT (35)

nxp NXp pXp pXp
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where V' € RP*? is orthogonal, D € RP*P is diagonal, say D = diag(dy,--- ,dp)

where one or more (but not all) d;’s may be equal to zero, U € R™*? is a matrix
with orthogonal columns and let

U* = ( U
nxn nxp

be orthogonal in R™*™. Then

)
nx(n—p)

B'B=vD*V" = BB+ 11, =VvD*V! +7vVT =V(D? + r1,)VT

So that,

I
T -1 _ 2 —1yT _ P T
(BTB+1L,)" ' =V(D* +71,)"'V V<D2+TIP>V

where, for diagonal matrices
Myxx, = diag(my, - -+ ,my) and Nixx = diag(na, -+, ng)

with n; #0 for all i =1,---  k, we define

M di mq mg
— =diag | —,---,— | .
N J ny’ " ng

Therefore,

I
T -1 pT _ T P T T
B(B*B+r7l,)” B' =UDV*'V < 2+7_IP>V VDU

D? T
=U <D2 —|—7'Ip> v

=U D? ul +oUU"
O\ D2+7],

which shows that the eigenvalues of B (BT B + 71I,)~! BT are:

2 .

0, with multiplicity(n — p)
Ticl?’ 1= 17 Y 2

Case II: n < p

For this case, consider following singular value decomposition:

BT=v D v 7T (36)

nxp PXNn nXn nXxXn

where as before (but now with different dimensions) V' € R™*" is orthogonal,
D e R™*™ is diagonal, say D = diag(dy, - -- ,dy) where one or more (but not all)
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d;’s may be equal to zero, and U € RP*™ is a matrix with orthogonal columns

and
A EAN
is orthogonal in RP*P. Then
BTB =UD*UT
— BTB+ 71, =UD*UT ++UUT + 700"
= UD? + L) UT + 700"

so that
I,

T -1 _
(BTB + 71,) —U(D2+ﬂp

1 ~~
) vt + -Uuvu”
T
and therefore

I
BB'"B+r1,)'BT =vDUTU | —2— |UTUDV"
(BB +7y) D? 171,

1 ~~
+-vpuTvuTuTupvT
-

D2
=V|(——-+)V"
(D2 + Tlp)
which means that the eigenvalues of B (BT B + 71,)~! BT are d?/(r + d?),
t=1,---,n.
Thus, in either case, all eigenvalues of B (BT B + 71,,)~* BT lie within [0, 1)
and at least one eigenvalue is positive as B # Opxp. O

Proposition A.2. For any matriz B € R"*P and any positive real number T,
I, — B(BYB+71,)~! BT is positive definite.

Proof. Note that the result is trivially true if B = 0,x,. So, without loss of
generality we assume B # 0,,xp. Let A1, -+, A, denote the eigenvalues of M :=
B(BTB + 71,) "' BT. Then there exits an orthogonal matrix U € R"*" such
that M = UNUT = UTMU = A, where A = diag(\1,- -+, \,). Note that

UNIL, - MU =UTU —U"MU =1, — A = diag{1 — \1,--- ,1 =\, }

which implies that the eigenvalues of I,,—M are 1—Aq, - -+ , 1—X\,,. This completes
the proof since it follows from Proposition A.1 that \; € [0,1) = 1-X\; € (0,1]
foralli=1,---,n. O

Remark A.1l. Proposition A.1 and Proposition A.2 are essentially generaliza-
tions of the (first halves of) Lemma 4 and Lemma 5 in Roman and Hobert [20],
where by exhibiting explicit forms for the eigenvalues of a matrix of the form
B (kBTB + X717t BT with k > 0, B € R"*?  and ¥ € RP*P positive defi-
nite, the authors ultimately prove the positive definiteness of I,, — kB («kBT B +
¥~1)~! BT It is to be noted that these results in Roman and Hobert [20] are
derived under the assumption that n > p and rank(B) = p, whereas Proposi-
tion A.1 and Proposition A.2 hold for any n, p and B € R"*P.
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Proposition A.3. Let A, B € R™*™ be symmetric matrices. If A is positive
definite, B is positive semi definite and (k, )52 is a sequence of positive numbers
converging to zero, then for all large n, A — k,, B is positive definite.

Proof. We first note that if B = 0,,xm, then this result is trivially true for
any n > 1. So, without loss of generality we shall assume B # Op,xpm. Let
x € R™\ {0}. Then, for any n > 1,

T (A—k,B)x ' Ax x” Bx
zTx 2Tz

2 )\min (A) - knAnlaX(B)

where Apin(A4) and Apax(B) respectively denote the minimum and the maximum
eigenvalues of A and B. Since A is positive definite and B # 0 is positive semi
definite, therefore, both Apin(A) and Apax(B) are positive. Now, k,, | 0 means
that there exists IV such that

1 Amin (A)

>N — k, < = 2minl2)
n= =2 Mn (B)

Therefore, for all n > N,

T (A —k,B)x
—_— > )\min A) - kn)\max B
BT > Ain(A) ()
1 1
> )\min(A) - 5/\min(A) = iAmin(A) >0
— (A~ k,B)x >0
This completes the proof since & € R™ \ {0} is arbitrary. O

Appendix B: Drawing observations from a density proportional to
w*(g)

Here we describe a method for drawing observations from the density w*(g) =
w*(g)/ [~ w*(s) ds. First, note that

w*(g) dg = g" " exp [—% {A(z)g* - 2B(Z)g}} dg

- %u"/Q_l exp [—% {A(z)u — 2B(z)\/ﬂ}] du

o u™? Lexp [—% {A(z)u - 2B(z)\/ﬂ}} du =: l(u) du

where u = ¢2. So if u is an observation from the density I(-) = I(-)/ I 1(s) ds,
then the corresponding observation from w*(-) will simply be ¢ = /u. Note
that when B(z) = 0, [ reduces to the Gamma(%, ﬁ) density (see Remark

4.1), from which drawing observations is effortless. When B(z) # 0, one can
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use rejection sampling techniques, where [ needs to be majorized by a constant
(depending on z) multiple of some standard density. Such a majorizing function
can be easily found in this setting. For example, observe that for any € € (0, 1),

W) = w2V exp |~ A3 | oy A(z)u  B(2)
= p[ 2 ] p[QX V2 2eA)

< u™? L exp [—@u] exp [#“} XP [211(:():)}
JA(2)

e[ 25 om0

= M(Z) fGamma( z

% a=Sae)

where

M(2) = exp { if(m T(n/2) (ﬁ)m (37)

and fgamma(a,s) denotes the density function of the gamma distribution with
location « and scale 3, and the inequality in the second line follows from the
fact that 2ab < a? + b?, with a = \/eA(z)u/2 and b = B(z)/+/2€A(2).

Thus, to summarize, one procedure involving rejection sampling to generate
an observation from w*(g), is as follows.

1. If B(z) = 0, generate u ~ Gamma (%, A(Qz)). If B(z) # 0, fix e € (0,1)
and

(la) generate u ~ Gamma (%, ﬁ) and calculate

I(u)

fGamma(

P = 3z (W)’

n 2
2 (1I—e)A(z) )

where M (z) is as given in (37).

(1b) perform a Bernoulli experiment with probability of success p(u). If a
success is achieved, retain u. Else return to (1a).

2. Compute g = v/u.

References

[1] Albert, J.H. and Chib, S. (1993). Bayesian analysis of binary and polychoto-
mous response data. J. Amer. Statist. Assoc., 88(422):669-679. MR1224394

[2] Asmussen, S. and Glynn, PW. (2011). A new proof of convergence
of MCMC via the ergodic theorem. Statistics & Probability Letters,
81(10):1482-1485. MR2818658

[3] Birnbaum, Z.W. (1942). An inequality for mill’s ratio. Ann. Math. Statist.,
13(2):245-246. MR0006640


http://www.ams.org/mathscinet-getitem?mr=1224394
http://www.ams.org/mathscinet-getitem?mr=2818658
http://www.ams.org/mathscinet-getitem?mr=0006640

[4]

[22]

Bayesian probit regression with proper priors 209

Botev, Z.1. (2015). TruncatedNormal: Truncated Multivariate Normal. R
package version 1.0.

Chan, K.S. and Geyer, C.J. (1994). Discussion: Markov chains for exploring
posterior distributions. Ann. Statist., 22(4):1747-1758.

Chen, L.H. and Shao, Q.-M. (2000). Propriety of posterior distribution for
dichotomous quantal response models. Proceedings of the American Math-
ematical Society, 129(293-302).

Flegal, J.M. and Jones, G.L. (2010). Batch means and spectral variance
estimators in Markov chain Monte Carlo. Ann. Statist., 38(2):1034-1070.
MR2604704

Hobert, J.P. and Marchev, D. (2008). A theoretical comparison of the data
ugmentation, marginal augmentation and PX-DA algorithms. Ann. Statist.,
36(2):532-554.

Jones, G., Haran, M., Caffo, B., and Neath, R. (2006). Fixed-width output
analysis for markov chain monte carlo. J. Amer. Statist. Assoc., 101(1537-
1547). MR2279478

Jorgens, K. (1982). Linear integral operators. Surveys and reference works
in mathematics. Pitman Advanced Pub. Program.

Khare, K. and Hobert, J.P. (2011). A spectral analytic comparison of trace-
class Data Augmentation algorithms and their sandwich variants. Ann.
Statist., 39(5):2585-2606. MR2906879

Liu, J.S. and Wu, Y.N. (1999). Parameter expansion for Data Augmenta-
tion. J. Amer. Statist. Assoc., 94(448):1264-1274.

Meng, X.-L. and Van Dyk, D.A. (1999). Seeking efficient Data Augmen-
tation schemes via conditional and Marginal Augmentation. Biometrika,
86(2):301-320.

Meyn, S. and Tweedie, R. (1996). Markov Chains and Stochastic Stability.
Communications and Control Engineering. Springer London.

Mykland, P., Tierney, L., and Yu, B. (1995). Regeneration in markov chain
samplers. Journal of the American Statistical Association, 90(429):233-241.
Pal, S., Khare, K., and Hobert, J.P. (2015). Improving the Data Augmen-
tation algorithm in the two-block setup. Journal of Computational and
Graphical Statistics, 24(4):1114-1133.

R Core Team (2015). R: A Language and Environment for Statistical Com-
puting. R Foundation for Statistical Computing, Vienna, Austria.

Robert, C.P. (1995). Convergence control methods for Markov chain Monte
Carlo algorithms. Statist. Sci., 10(3):231-253. MR 1390517

Roberts, G. and Rosenthal, J. (1997). Geometric ergodicity and hybrid
Markov chains. Electron. Commun. Probab., 2:13-25.

Romsén, J.C. and Hobert, J.P. (2015). Geometric ergodicity of Gibbs sam-
plers for Bayesian general linear mixed models with proper priors. Linear
Algebra and its Applications, 473:54 — 77. Special issue on Statistics.

Roy, V. (2012). Convergence rates for MCMC algorithms for a ro-
bust Bayesian binary regression model. FElectron. J. Statist., 6:2463-2485.
MR3020272

Roy, V. and Hobert, J.P. (2007). Convergence rates and asymptotic stan-


http://www.ams.org/mathscinet-getitem?mr=2604704
http://www.ams.org/mathscinet-getitem?mr=2279478
http://www.ams.org/mathscinet-getitem?mr=2906879
http://www.ams.org/mathscinet-getitem?mr=1390517
http://www.ams.org/mathscinet-getitem?mr=3020272

210

S. Chakraborty and K. Khare

dard errors for Markov chain Monte Carlo algorithms for Bayesian probit
regression. Journal of the Royal Statistical Society: Series B (Statistical
Methodology), 69(4):607-623.

Trautmann, H., Steuer, D., Mersmann, O., and Bornkamp, B. (2014). trunc-
norm: Truncated normal distribution. R package version 1.0-7.

van Dyk, D.A. and Meng, X.-L. (2001). The art of Data Augmentation.
Journal of Computational and Graphical Statistics, 10(1):1-50.

Venables, W.N. and Ripley, B.D. (2002). Modern Applied Statistics with S.
Springer, New York, fourth edition. ISBN 0-387-95457-0.

Zellner, A. (1983). Applications of Bayesian analysis in Econometrics. Jour-
nal of the Royal Statistical Society. Series D (The Statistician), 32(1/2):23—
34.



	Introduction
	Geometric ergodicity for the AC-DA chain
	Trace-class property for the AC-DA chain
	Sandwich algorithms
	Illustration
	Technical results
	Drawing observations from a density proportional to w*(g)
	References

