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Abstract

The sparse precision matrix plays an essential role in the Gaussian graphical model
since a zero off-diagonal element indicates conditional independence of the corre-
sponding two variables given others. In the Gaussian graphical model, many methods
have been proposed, and their theoretical properties are given as well. Among these,
the sparse precision matrix estimation via scaled lasso (SPMESL) has an attractive fea-
ture in which the penalty level is automatically set to achieve the optimal convergence
rate under the sparsity and invertibility conditions. Conversely, other methods need to
be used in searching for the optimal tuning parameter. Despite such an advantage, the
SPMESL has not been widely used due to its expensive computational cost. In this
paper, we develop a GPU-parallel coordinate descent (CD) algorithm for the SPMESL
and numerically show that the proposed algorithm is much faster than the least angle
regression (LARS) tailored to the SPMESL. Several comprehensive numerical studies
are conducted to investigate the scalability of the proposed algorithm and the estima-
tion performance of the SPMESL. The results show that the SPMESL has the lowest
false discovery rate for all cases and the best performance in the case where the level
of the sparsity of the columns is high.

Keywords Gaussian graphical model - Graphics processing unit - Parallel
computation - Tuning-free
1 Introduction

The covariance matrix and its inverse are of main interest in multivariate analysis to
model dependencies between variables. Traditionally, these two parameters have been
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estimated by the sample covariance matrix and its inverse based on the maximum
likelihood (ML) estimation. Although these ML estimators are often asymptotically
unbiased and simple to calculate, there are some weaknesses when the number of
variables is greater than that of samples. This circumstance is also known as high-
dimensional low-sample size (HDLSS) data. For HDLSS data, it is known that the
sample covariance matrix becomes inefficient (Yao et al. 2015). In addition, the inverse
of the sample covariance matrix is undefined since the sample covariance matrix is sin-
gular for HDLSS data. For the covariance matrix, many methods have been proposed
under some structural conditions such as bandable structure and sparse structure to
improve the estimation efficiency (Bickel and Levina 2008a, b; Rothman et al. 2009;
Wu and Pourahmadi 2009; Cai et al. 2010; Cai and Liu 2011; Cai and Zhou 2012).

To obtain an estimator of the precision matrix (i.e., inverse covariance matrix)
for HDLSS data, various approaches have been developed by adopting the sparsity
assumption that there are many zero elements in the matrix. The existing methods
can be categorized into four approaches: covariance estimation-induced approach,
ML-based approach, regression approach, and constrained ¢ |-minimization approach.
The covariance estimation-induced approach considers an indirect estimation using
the inversion of the well-conditioned shrinkage covariance matrix estimators and
applies multiple testing procedures to identify nonzero elements of the precision
matrix (GeneNet, Schifer and Strimmer (2005)). The ML-based approach directly
estimates the precision matrix by maximizing the penalized likelihood function (Yuan
and Lin 2007; Friedman et al. 2008; Witten et al. 2011; Mazumder and Hastie 2012).
The regression approach considers the linear regression model and uses the fact that
the nonzero regression coefficients correspond to the nonzero off-diagonal elements
of the precision matrix (Meinshausen and Biihlmann 2006; Peng et al. 2009; Yuan
2010; Sun and Zhang 2013; Ren et al. 2015; Khare et al. 2015; A et al. 2017). The
constrained ¢{-minimization (CLIME) approach (Cai et al. 2011) obtains the sparse
precision matrix by solving the linear programming problem with the constraints on
the proximity to the precision matrix where the objective function is the sum of abso-
lute values of the design variables. The adaptive CLIME (Cai et al. 2016) improves
the CLIME and attains the optimal rate of convergence.

Among the existing methods, sparse precision matrix estimation via the scaled
Lasso (SPMESL) proposed by Sun and Zhang (2013) is a tuning-free procedure.
Conversely, other existing methods require searching the optimal tuning parameter,
GeneNet (Schifer and Strimmer 2005) and the neighborhood selection (Meinshausen
and Biihlmann 2006) require choosing the level of the false discovery rate; other
penalized methods require choosing the optimal penalty level. In addition, SPMESL
supports the consistency of the precision matrix estimation under the sparsity and
invertibility conditions that are weaker than the irrepresentable condition (van de
Geer and Bithlmann 2009; Sun and Zhang 2013). However, it has not been widely
used for the sparse precision matrix estimation due to the inefficiency of the imple-
mented algorithm of the SPMESL using the least angle regression (LARS) algorithm
(Bradely Efron et al. 2004). Even though the LARS algorithm efficiently provides a
whole solution path of the Lasso problem (Tibshirani 1996), its computational cost
is expensive and the SPMESL needs to solve p independent Lasso problems as the
subproblems of the SPMESL. Thus, the scalability of the SPMESL is still challenging.
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In this paper, we found the possibility to improve the computational efficiency of the
SPMESL with the empirical observation that the SPMESL does not need a whole solu-
tion path of the Lasso problem based on the tuning-free characteristic of the SPMESL
(see details in Sect. 3). Motivated by this empirical observation, we propose a more
efficient algorithm based on the coordinate descent (CD) algorithm and the warm start
strategy for the scaled Lasso and the SPMESL as applied to the standard lasso prob-
lem in Wu and Lange (2008). Moreover, we develop the row-wise updating parallel
CD algorithm using graphics processing units (GPUs) adequate for the SPMESL.
To efficiently implement the proposed parallel CD algorithm, we consider the active
response matrix that consists of columns of active response variables that corresponds
to the error variance estimate not converged at the current iteration. We will show the
efficiency of the proposed algorithms using comprehensive numerical studies. In this
paper, we also provide the numerical comparisons of the estimation performance of
the SPMESL with three different penalty levels, which are theoretically suggested in
previous literature (Sun and Zhang 2012, 2013) but there is no comparison result of
them in terms of the estimation performance.

The remainder of the paper is organized as follows. Sect. 2 introduces the SPMESL
and its original algorithm. We explain the proposed CD algorithm and GPU-parallel
CD algorithm in Sect. 3. Section 4 provides a comprehensive numerical study, includ-
ing the comparisons of computation times and estimation performances with other
existing methods. We provide a summary of the paper and discussion in Sect. 5.

2 Sparse precision matrix estimation via scaled lasso

In this section, we briefly introduce the scaled Lasso, the SPMESL, and their algo-
rithms.

2.1 Scaled lasso

The scaled Lasso proposed by Sun and Zhang (2012) is a variant of a penalized
regression model with the Lasso penalty. To be specific, let y € R”, X € R"™*P,
B € R?, and o > 0. Consider a linear regression model y = X + €, where € ~
N(0, 0?1, and I,, is the n-dimensional identity matrix. The scaled Lasso considers
the minimization of the following objective function L; (B, o):

ly —XBlI3 o
=2 olBlL (1

LB 0) = 2no 2

where Aq is a given tuning parameter and ||x||; = Zle |xj| for x € R”. Thus, the

scaled Lasso simultaneously obtains the estimate ,B of the regression coefficient  and
the estimate ¢ of the error standard deviation o. It is proved that the objective function
L,, is jointly convex in (B, o) and is strictly convex for o in Sun and Zhang (2012).
From the convexity of the objective function, the solution (ﬁ, o) of the scaled Lasso
problem can be obtained by the block CD algorithm as follows:
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(Step 1) With a fixed &, consider the minimization of 6 L, (8, 6):

. o ly=XBlI3 . 62
6Ly, (B,6) = ————2 +6x0llBll + =
2n 2

The minimizer B of 6 L;,(B, &) can be obtained by solving the following standard
lasso problem with A = & A¢:

_ly — XBI13
mmn-—
2n

; + Bl @)

(Step 2) With a fixed B, the minimizer 6 of Ly, (B , 0) is easily obtained by

Iy = XAl
XL

(Step 3) Repeat Steps 1 and 2 until convergence occurs.

o=

In the original paper of the scaled Lasso, the standard lasso problem is solved by the
LARS algorithm (Bradely Efron et al. 2004), which provides a whole solution path of
the standard Lasso problem. During the block CD algorithm, the minimizer B(5 )
of 6 L;, (B, ")) in Step 1 at the r-th iteration is obtained from the solution path of
the standard Lasso problem with A = &) .

In addition to the joint estimation of 8 and o, the scaled Lasso has attractive features
as described in Sun and Zhang (2012). First, the scaled Lasso guarantees the consis-
tency of ﬁ and & under two conditions: the penalty level condition Ao > A+/2n~!log p
for A > 1 and the compatibility condition, which implies the oracle inequalities for
the prediction and estimation (van de Geer and Biithimann 2009). Second, the scaled
Lasso estimates are scale-equivariant in y in the sense that ﬁ X, ay) = ozB(X, y)
and 6 (X, ay) = |«|6 (X, y). Finally, the authors suggest using the universal penalty
level A(L)/ = /2n~1log p for Ao based on their numerical and real-data examples. We
can consider the scaled Lasso with the universal penalty level as a tuning-free proce-
dure. Note that the universal penalty level does not satisfy the theoretical requirement
Ao > Ay/2n—1log p for the consistency of &. The authors of the scaled Lasso provide
several conditions that can weaken the required condition for A, in order to justify
using a penalty level smaller than A\/2n~!log p for A > 1 (Sun and Zhang 2012).

2.2 Sparse precision matrix estimation via scaled Lasso

Let ¥ = (0j1)1<jk<p and £ = yl = (wji)1<j k<p be a covariance matrix and
a corresponding precision matrix, respectively. Suppose that x) = (X;1,..., X; p)
fori = 1,2, ..., n are independently drawn from the multivariate normal distribution
with mean 0 and covariance matrix X. Let X € R"*” be a data matrix and x; =
(X1k, ..., Xu)T be the kth column of X. Consider following linear regression models
fork=1,..., p:
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Xix =Y BuXir + €k 3
Ik

where €;; s are independent and identically distributed random variables drawn from
the normal distribution with mean O and variance O’kz. As applied in the regression
approach for the sparse precision matrix estimation, the elements of the precision
matrix can be represented into the regression coefficient and the error variance by
using the following relationships:

Bk 1 .
wjk =——, o = — forl < j#k < p. 4)
Ok Ok

As the scaled Lasso simultaneously estimates the regression coefficients (8 ) and the
error standard deviation oy as described in Sect. 2.1, we can use the scaled Lasso to
estimate the precision matrix. Thus, the SPMESL considers solving the scaled Lasso
problems column-wise and defines the SPMESL estimator that combines the estimates
from the p scaled Lasso problems.

To be specific, let B = (bjr)1<j k<p be a matrix of the regression coefficients
such that bj = Bji for j # k and b;; = —1 for j = 1,..., p. Denote b") =

(bj1,...,bjp)andby = (by, ..., bpk)T as the jth row and the kth column of a matrix
B, respectively. We further let S = (s;x) be the sample covariance matrix. Subse-
quently, the precision matrix can be represented with Band D = diag(ol_z, ) 2)
as follows:

2 =-BD=(—0;"by.....—0,b,).

To obtain the estimate of §2, the SPMESL solves the following p independent scaled
Lasso problems first: fork =1, ..., p,

A Xk = 3 Bix X 113
(bg, 63) = argmin Z;Hék U %k + )»()Z [Bjkl- (5)
BreR?P:Brr=—1,01,>0 noy ik

Note that the SPMESL in Sun and Zhang (2013) originally considers Ap ) ik NSii
|Bjk!| instead of Ag Zj#k |Bjk| to penalize the coefficients on the same scale. In this
paper, we assume that the columns of the data matrix X are centered and scaled to
XZXk =nfork=1,...,p. Thus,s;; =1for j =1,..., p. This assumption does
not affect the estimation performance of the precision matrix as the scaled Lasso has
the scale-equivariant property in the response variable as explained in the previous
section. We can easily recover the estimate Q° = (c?); 1<j.k<p from the data in the
original scale by the following Proposition 1:

Proposition 1 Let X € R™*? and X = XC be a data matrix and the scaled data
matrix with C = diag(sfll/z, e s;pl/z), where sj; > 0 for j = 1,..., p. Denote

A

2° as the estimate of the precision matrix by applying the scaled Lasso in (5) with the
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~C
penalty term Lq Zj#k /5i71Bjk| column by column with X. Similarly, denote £ =

N ; ; o A 5 C
(a)jck)lfj’ksp as the estimate by the scaled Lasso in (5) with X. Then, Q' =ce cC

Proof By the definition of X, the kth column of X is X; = Xk //skk- Let BC =
(B]Ck)lgj,kfp and (6, c)1<k<p be the solutions of the p scaled Lasso problem in (5)

with X. We further let B® = (l;?k)lsj,ks,, and (6x,0)1<k<p be the solutions of the
following scaled Lasso problems: fork =1,..., p,

L , IXe = > BikXil3 oy
(b2 6k,0) = argmin 7 + > + Ao Z 577 1Bixl.

.8, — 2no,
BreRP:Bip=—1,0,>0 noy i#k

(6)

By substituting X with XC in (5) and the reparameterization with 3 ik = Bjk/J/Sjj
for j # k, the kth scaled Lasso problem becomes

IXe//5kk = X ek Bin X 13

(S, 6x.c) = argmin 5
BLeRP:fri=—1,01>0 nok
O ~
+?+KOZ./Sjj|ﬂjk|. (7
J#k

From the forms of the problems (6) and (7), the relationship b = Q/skkbAf and
Gk.0 = «/Skk0k,c hold by the scale equivariant property of the scaled Lasso. In addition,
by the reparameterization, 13;',( = /Skk /sjjl;jck for 1 < j,k < p. Combining the

~ .. . . A0,
above relationships, the (j, k)th element a)‘;k of the precision matrix estimate £2 is
represented as '

~ Fo A2 ~1/2{C -2 —1/2C
Wy = =Dy 5 = —()jskk) / bikoy.c = (8jjsux) / @ik

Hence, flo = CS}CC. O

Note that the result 2° = CfZCC in Proposition 1 is consistent with the property
of (Var(Az))™' = A~TVar(z)"'A~! for a p-dimensional random vector z and a
nonsingular matrix A € RP*?. .

After solving p independent scaled Lasso problems, the estimate £2 =A—]A3]A) =
(@ jk,1)1<j,k<p of the precision matrix is obtained. However, the estimate £2; is not
symmetric in general. To find the symmetric estimate of the precision matrix using the
current estimate 2|, the SPMESL considers solving the following linear programming
problem as in Yuan (2010):

2 = argmin |M — 2]];. )
M:MT =M
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Remark that the authors of the SPMESL consider the above linear programming
problem for the symmetrization step in Sun and Zhang (2013), but they applied the
following symmetrization step in the implemented R package scalreg:

Wik =g = 0k 1 I(Djk 1] < |ogj 1) + oxj i l(@jk 1| > k1), )

which is applied in the CLIME and the theoretical properties are developed on this
symmetrization (Cai et al. 2011). In addition, for the high-dimensional data, the sym-
metrization applied in the CLIME is favorable as its computational cost is cheap and
it is easily parallelizable. For these reasons, we apply the symmetrization step (9) in
the proposed algorithm.

As stated in the previous section, the scaled Lasso guarantees the consistency of the
regression coefficients and the error variance under the compatibility condition. Thus,
the SPMESL also guarantees column-wise consistency of §2| under the compatibility
conditions, which is independently defined in each column of fll, as the SPMESL
applies the scaled Lasso column wise. To derive the overall consistency of 2, the
authors of the SPMESL considers the capped ¢ sparsity and the invertibility conditions
as follows.

(i) Capped ¢; sparsity condition: For a certain €y, A not depending on j and an index
setT; C {1,2,..., p}\ {j}. the capped £ sparsity of the jth column with¢; > 0
is defined as

|okj|/Okk
kT RS Vv

(i) Invertibility condition: Let W = diag(11, ..., 0,,) and R = W1/2xW-1/2,
Further, let T; € Q; € {1, 2, ..., p} \ {j}. The invertibility condition is defined
as

. uTR_j_ju .
inf{——>— 1ueRlug, #0,1 <j<pr >cs
Y ag; 13

with a fixed constant ¢, > 0. Note that the invertibility condition holds if the
spectral norm of R™! = D/22D!/2 is bounded (i.e., [R™! |, < C*_l).

With some modifications on the capped ¢ sparsity and the invertibility conditions,
the authors of the SPMESL derive several conditions on Aj that guarantees the esti-
mation consistency of the precision matrix under the spectral norm. Among them, for
practical usage, we consider two conditions on a penalty level Ao > A as follows:

— Union bound for p applications of the scaled Lasso (Theorem 2 in Sun and Zhang

(2013)):
ro = Ay/4n—llog p for A > 1. (10)

— Probabilistic error bound (Theorem 13 in Sun and Zhang (2013)):

Ao =AL,(k/p)forl < A <2, (11)
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Fig. 1 Plots of k — L‘l‘(k/l?) + ZL%(k/p) for p = 100, 1000. Vertical red lines denote the solutions of
k — L} (k/p) +2L3(k/p) = 0 obtained by the bisection method

where k is a real solution of k = L}(k/p) +2L3(k/p), Ly(t) = n=12@~ (1 —1),
and @ ~!(¢) is the standard normal quantile function.

Note that a real solution of the equation k — L{(k/p) + 2L%(k/p) = 0 can easily
be found by applying the bisection method. For instance, we demonstrate two real
solutions for p = 100, 1000 in Fig. 1 with the values of k — L?(k/p) + 2L%(k/p).
For p = 1000 and n = 100, A, = \/4n—!log p ~ 0.5257 and Apb = «/§Ln(k/p) ~
0.2810 with k = 23.4748 while Aypiy = +/2n~tlog(p — 1) ~ 0.3717, where Ayp
is the penalty level derived by the union bound, A is the penalty level derived by
the probabilistic error bound, and A,,;, is the universal penalty level used in the
scaled lasso. In the paper of Sun and Zhang (2013), the penalty level derived by
the probabilistic error bound is suggested for the SPMESL. However, there are no
comparison results for the three penalty levels A,uiv, Aup, and A pp. We conduct a
comparison of performances for identifying the nonzero elements of £ by the three
penalty levels above in Sect. 4 to provide a guideline for the penalty level Xo.

3 Efficient coordinate descent algorithm for SPMESL and its
GPU-parallelization

The original algorithm for the scaled Lasso and the SPMESL adopt the LARS algo-
rithm, which provides the whole solution path of the Lasso regression problem, and its
implemented R package scalreg is available in the Comprehensive R Archive Net-
work (CRAN) repository. As mentioned in the Introduction, we empirically observed
that the block CD algorithms for the scaled Lasso and the SPMESL do not need
a whole solution path of the standard Lasso problem in their sub-problems, where
the sub-problem denotes the minimization problem in Step 1 of the scaled Lasso
problem. To describe our empirical observation, we consider an example with a lin-
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Fig.2 Plots of the estimates of 6 for o = 3, 5 along with the number of iterations

ear regression model y; = xiTﬂ +e¢ and e ~ N(0,02) fori = 1,2,...,250,
where the true parameter 8 = (83, BT, )T € R, 8, = (2,...,2)7 € R,
B_y=(1,....,—DT eR3, By =(0,...,007 € R*% and 0 = 3, 5. We set the
initial value of (B, o) as (0500x1, 1). As shown in Fig. 2, the numbers of iterations
for the convergence of ¢ are less than 10 when the true parameter o = 3,5 and
Ao = +/2n!log p. This implies that we do not need to obtain the whole solution
paths of p lasso problems with respect to all A values.

Thus, the calculation of the whole solution path by the LARS algorithm is inef-
ficient for the scaled Lasso and the SPMESL. In addition, the scaled Lasso and the
SPMESL iteratively solve the lasso problem with the penalty A, = & )¢ in their inner
iteration, where A, denotes the penalty level at the rth iteration. As &) converges to
the minimizer of (1), the difference between A, and )A,_; decreases as the iteration
proceeds. This denotes that the Lasso estimate in the current iteration is not far from
that in the next iteration. From this observation, the warm start strategy, which denotes
that the solution in the previous iteration is used as an initial value of the next itera-
tion, is favorable and can efficiently accelerate the algorithm for the Lasso regression
problem in the inner iteration.

To fully utilize the warm start strategy, we consider the coordinate descent (CD)
algorithm for the Lasso regression problem in the inner iteration. This is because
it is known that the CD algorithm with the warm start strategy is efficient for the
Lasso regression problem and has an advantage for memory consumption (Wu and
Lange 2008). In addition, the SPMESL needs solving p independent scaled Lasso
problems to obtain the estimate of the precision matrix. We develop the GPU-parallel
CD algorithm for the SPMESL, which updates p coordinates simultaneously with
GPUs. In the following subsections, we introduce the CD algorithm for the subproblem
of the scaled Lasso and GPU-parallel CD algorithm for the SPMESL in detail.
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3.1 CD algorithm for subproblem of the scaled Lasso

In this subsection, we focus on the following subproblem of the scaled Lasso with a
given Ao:

A

(r) o1 _
B’ =arggnn5ny—xm|%+x<’ DYIBI, (12)

where y € R” is a response vector, X € R"*? is a design matrix, A ~D = =Dy,
and 67D = ||y — XBU~D|,//n is the iterative solution for o at the (r — 1)th
iteration. For the notational simplicity, we use B to denote the rth iterative solution

A(r ~lcur] A [next] . . . .
B ( ), and B and denote the current and the next iterative solution in the

CD algorithm, respectively. To apply the warm start strategy, we set the initial value

- ~ ~(r—1 . . . . .

ﬂ[cw] for B to ﬁ(r ). In this paper, we consider the cyclic CD algorithm with an

ascending order (i.e., coordinate-wise update from the smallest index to the largest
next

index). Subsequently, for j =1, ..., p, the CD algorithm updates BJ[ ]by following
equations:

slne sl T 5 slnext
ej=y— Y XA -N"X BN, aj =xTej/n+ B, B = Soft; (a)),
I<j I>j

where Soft (a;) = sign(a;)(|a;| — 1)+ is the soft-thresholding operator and (x)4 =
max(x, 0). The CD algorithm repeats the cyclic updates until the convergence occurs,

where the common convergence criterion is the Ls,-norm of the difference between
~[cur] ~next] A [cur

B and BWXI] G.e., I8 —-B ] loo). The whole CD algorithm with warm start
strategy for the scaled Lasso is summarized in Algorithm 1.

3.2 CD algorithm for SPMESL

As described in Sect. 2.2, the SPMESL estimates the precision matrix by solving the p
scaled Lasso problems, where each column of the observed data matrix is considered as
the response variable and the other columns are considered as the exploratory variables.
To be specific, let x)T = (X;1, X2, ..., Xip)T ~ N(0, 27") be the ith random
sampleand 2 = ¥ ~be the precision matrix. Furthermore, letx; = (X1x, ..., X ,,k)T
be the kth column vector of the observed data matrix X = (X1, ...,X,) € R"*”. The
CD algorithm with the warm start strategy for the SPMESL independently applies
the CD algorithm in Sect. 3.1 to the subproblem (5) for k = 1,2, ..., p. The main
procedures in the CD algorithm for the SPMESL are summarized in the following two
steps:

— Updating /ALk for 1 < k < p: Applying the CD algorithm with the warm-start
strategy for the following lasso subproblem: fork = 1,2, ..., p,

2
« xr — X B_
B~ awgmin I XB

+ajrollBill1, (13)
P 2n
B_i : Be=0
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Algorithm 1 CD algorithm with warm start strategy for the scaled Lasso

~ ~(0
Input: y, X, A, 60 — 1,8 © = 0, convergence tolerance §.
1: repeat r =0,1,2...

2 A<« 60 > Initialization of lasso subproblem
3 .B[CW] « B(r), ,B[neﬂ] « /Ag[cw] > Warm start strategy
4: repeat m =0,1,2,...
5. B[CW] - 'B[next]
6: forj=1,---,pdo
~[next] ~lcur]

7: ej=y—2,.;XiB -2 XiB
8: aj = X_{ej /n + ﬁ.gcur]
9; BE."”” = Soft; (a;)
10: end for
11:  until ||,l§lnemJ - ﬁlcw] lloo, < & > End of lasso subproblem
12: B(r+]) - B[nextj

Nas)
13- sUr+D = ly —XB ll2

14: until [60TD 50| <5

Output: g « [}(H—l), &« &rth

where B_; = (Bik, -+ Be—1.k: 0, Bet1 ks - - -» Bpi) | € RP.
— Updating 6y for 1 < k < p: For given A9 and B_;s, 6ys are obtained by the

equation
A X=X B2
o= ———, 14
k NG (14)
where ﬁ_k = (,31,/(, e, ,f}k,l,k, 0, ;§k+1,k, A ﬁp’k)T is the solution to the prob-
lem (13).

The CD algorithm for the SPMESL independently repeats the updating [9 _y and 6y
until convergence occurs for k = 1, 2, ..., p. After solving the p scaled Lasso prob-
lems, the final estimate £ of the precision matrix by the SPMESL is obtained by
the symmetrization (9). The whole CD algorithm with warm start strategy for the
SPMESL is summarized in Algorithm 2.

3.3 Parallel CD algorithm for SPMESL using GPU

As we described in Sect. 3.2, the CD algorithm for the SPMESL solves p independent
scaled Lasso problems. From this independence structure, p elements in B = (8;x)
can be updated in parallel, where (p — 1) elements can simultaneously be updated in
practice since B = 01is fixed. In addition, the computation of ¢ is independent as well
in the sense that the update equation for 64 only needs information of /§ _x- To describe
the proposed parallel CD algorithm, we consider the following joint minimization
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Algorithm 2 CD algorithm with warm start strategy for the SPMESL

A A -0 0

Input: X, Aq, 6O =1,B= (ﬂi(;))) = (/3(_;, . ﬂ( )) = 0, convergence tolerance §.
l:fork=1,...,pdo

(B—ks&k) < Apply Algorithm 1 with (xg, X_p = (X1, ..., X1, Xk 41, ---» Xp), A0)

»

: end for
cforj=1,...,pdo > Calculation of initial estimate of £2

3
4

. ~A—2
5: wjj_a
6 fork_l ...,pdo
7
8

if k # j then

: @k = —Pjkrk
9: end if
10:  end for
11: end for
12:for j=1,...,p—1do > Symmetrization of £2
13: fork=j+1,..., p do
14: if \c?)jkl > |a)kj| then
15: Djp < Wy
16: else
17: Opj < djg
18: end if
19:  end for
20: end for

Output: 2 = (@jk)

problem, which combines p scaled Lasso problems:

(B,0) = argmin

= L . {”Xk_Xﬂ k||2
{(B_r.oko_| k=1

A } 15
o + > L ollB_rlh (15)

where B = (ﬂ_l, e, ﬂ_p) and ﬂ—k = (,31’1(, ey ﬂk—l,k, 0, ﬂk+1,ka ey ﬁpﬁk)T. As

the updating equation (14) for 6y, is simple and easily parallelizable, we focus on the
update for B in this subsection. For the given iterative solution & " — = (0 l(r), .o, 0 ,(,r)),

the subproblem for updating BC*D can be represented as follows:

) _ ;0 O p e — Xﬂ I3
B = argmm Zg(ﬂ 00 )Lo) Z{ +)»k||ﬂ—k||1]

ﬂ 1 ﬂ P k=1 k=1
: R 2
= argmin f(B; 6 ho) = —”X - XB”F + Z)‘k”ﬂ*k”“
Bibu=0,1<k<p 2n k=1

(16)
where ||A||r = tr(ATA) = (Zi,j aizj)l/2 is the Frobenius norm of a matrix A and
rj = 6}k)k0. For the notational simplicity, hereafter, we denote f (B; &(r), Ao) and

BU+D as f(B) and B, respectively. As f(B) is the sum of the smooth function of B
(the square of the Frobenius norm) and non-smooth convex functions, f(B) satisfies
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the conditions of Theorem 4.1 in Tseng (2001). Thus, the iterative sequence {ﬁ(’)} in
the CD algorithm with cyclic rule converges to the stationary point of f(B), where B
denotes the iterative solution of the CD algorithm at the rth iteration, and each iteration
is counted when one cycle is finished (i.e., B12, ..., Bp—1,p have been updated.).

To develop the parallel CD (PCD) algorithm, we consider a row-wise update for
B, which is one of the possible orderings in the cyclic rule. The main idea of the
parallel CD algorithm is that the p Lasso subproblems are independent in the sense

that B; ; does not need information (8;, 1) for [ # k. To be specific, let 8 3V [Cur]

(j),[next]

(,3[“" . ﬂy?r]l, ﬁgc;':_]l, e ,3 lewrly and /3 be the jth row of the current

and next 1te;at1ve solutions of B, respectlvely. The following Proposition 2 shows that
the row of B can be updated in parallel.

Proposition2 Let E = (ey, ..., e,) be a current residual matrix defined with e, =

~leur] Sle Shne . . .
Xk — XB_; , and let Bl and BU"X'] be the current and next iterative solution for

the coefficient of the joint Lasso subproblem, respectively. Suppose we update the rows
t N
of Blnext] from the first row to the last row. Then, each row B gl nex] of Bl for

Jj =1,..., p can simultaneously be updated by following updating equations:
() [eur ] ~ (). [next]
aj = (aj)f_, =x,E/n +B <0, B
A0, [cur] ~ (), lnext]
=S,,..1,@), E < E+x;(B Y ),

where S/\I,‘..,A,, x) = (SoftAj (xj)1<j<p, Softy (x) = sign(x)(|x| — A) 1, and (x)4 =
max(x, 0).

Proof As described in Sect. 3.1, the CD algorithm updates each element
~(J).[next]
B by

hlnext] .
ﬁj’k in

[next] [cur] ~
ek—xk—leﬂ Z [ﬂ ;s Ajk=X; ek/n—i—ﬂ[cw], ,3][.’,1;’”]=Softx(ajk).
I<k I>k

Consider updating the first row of Bnext) by the CD algorithm. Then, fork =2, ..., p
the above updating equations becomes

p
e = X — ZX],BAECIW], ark =X ek/n +,3[CW], ﬂ[next = Softy (aix)-
=2

The update for ,3["”' only needs information on the current residual vector e; and
,8[“"] Hence, the updates of ,3["”[] nd ,8["8”] for k # I are independent in the sense

that ln,f)” does not depend on ,3 next] and vice versa. Combining these equations for
j=2,..., p, wecan represent ( p — 1) updating equations with the following vector
form:

0. Bl BE) = (0, Softy, (@), - .. Softy,, (1)),
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where A; = & and af = (0,eJx1/n,..., e x1/n) + (0, ,B[”” ,...,BEIMX]) =

1
x'E/n + ,B( Heur] — (x] e;/n)ii, where ,3[”"] 0 and i; is the jth row of p-
1
dimensional identity matrix. After updating ﬂ( M em, the current residual matrix is
1 1
also updated by E<E+X;(8 gt ler] - B 3" [nm]). Then, the updated e; becomes

X; —X| ,81",(”[ D B [CW] . Using these equations, we can express a general form

of updatlng equations as

~(j)s[next]

<0, B
(]),[cur] ~(j),[next]
.y )

~UI ]
(ajk)k 1= XTE/” + B e

= $110y (@), E < E+x; (ﬂ

k]

where, for computational simplicity, we calculate a; by XTE/ + ﬂ(l) o] and then

setajj = 0. Applying this sequence of updating equatlons from the first row (j = 1)
to the last row (j = p) of Blnex] jg equivalent to the cyclic CD algorithm for the joint
Lasso subproblem. O

In Proposition 2, the row-wise updating equations consist of basic linear algebra
operations such as matrix-matrix multiplication and element-wise soft-thresholding,
which are adequate for parallel computation using GPUs. To fully utilize the GPUs,
we use the cuBLAS library for linear algebra operations and develop CUDA kernel
functions for the element-wise soft-thresholding, parallel update for ¢ , and sym-
metrization of £2. We refer this CD algorithm to the parallel CD (PCD) algorithm in
the sense of that p elements in each row of B are simultaneously updated if p GPUs
(i.e., p CUDA cores) are available. Note that ﬁ jjforj=1,..., pare fixed with 0 in
the PCD algorithm, which is handled explicitly in the implementation. The whole PCD
algorithm with warm start strategy for the SPMESL is summarized in Algorithm 3. In
Algorithm 3, we use a convergence criterion [|[BY*+1 —B®)| ., < § to check the con-
vergence of B"”), which is different to the convergence criterion || 8 (_r;rl) -B (_r; loo <8
in the CD algorithm. To ensure that the CD and the PCD algorithm provide the same
solution, we show that the PCD algorithm obtains a solution that is sufficiently close
to the solution of the CD algorithm if two algorithms use the same initial values in the
following Theorem 1:

Theorem 1 Foragivenvector (61, ..., Gp), atuning parameter ko, and a convergence
tolerance § > 0, let ﬂ(r,)( and b,((r) be iterative solutions at the rth iteration by the
CD algorithm with a convergence criterion ||,3(r+1) ﬂ(_r;)(Hoo < & and the PCD
algorithm with a convergence criterion |BUTD —B") || < 8, respectively. Let ﬁ —

and b j be the solutions of the CD and the PCD that satisfy the given convergence

criteria. Suppose that the CD and the PCD algorithms use the same initial point

0 N A
(ﬂ( ,1 = b(o) 1 < j < p). Then, ||by — B_ |l is also bounded by 6.

Proof As the function g(B_;; 6k, Ao) is convex with respect to B_,, it is easy to
show that the coordinate-wise minimization of g(f_;; 6k, Ao) satisfies the condi-
tions (B1)-(B3) and (C1) in Tseng (2001). To see this, let n = (11, ..., npq)T =
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(ﬁlks"'7/3k—l,kv ﬂk—l—l,k?-"sﬁpk)T’ T = (‘Cls'--vtp—l)T9 and 'Cm = )‘m fOr
1 <m < k—1and 1, = Apg for k < m < p — 1. We further let
fon) = 5;1x; — Xjnl3 and fou(qm) = Twlmml for 1 < m < p — 1, where
X ; = (X1,...,Xj[,Xjy1,...,Xp). Then, we can represent g(B_; Ok, Ap) as
S = fom + ZZ;II fm(nn). With this representation, it is trivial that f; is con-
tinuous on dom fy (B1) and fy, f1,..., fp—1 are lower semi-continuous (B3). As
fo, fi. ..., fp—1 are convex functions, the function n,, = f(n1, ..., np—1) for each
m e {l,...,p— 1} and (n;);%m is also convex and hemivariate (B2). The function

fo also satisfies that dom fy is open and fy tends to co at every boundary point of
dom fy because the domain of fy(n) is RP~! and fo(n) is the sum of squares of
errors. Thus, by Theorem 5.1 in Tseng (2001), the cyclic CD algorithm guarantees
that /3(1,)( converges to a stationary point of g(B_;; 6, Ao). As the same updating order
(1 - 2 — --- — p) and equation are applied with the same initial values in the
proposed CD and PCD algorithms, the sequence {b,({r)} by the PCD is equivalent to the
sequence {ﬁ(_r,)c}. That is, ,B(_rli = b,(:) forr > 0. Let Kcp and K pcp be the iteration
numbers that satisfies the convergence criteria of the CD and the PCD, respectively.
AsIBY) = B Vo = 1B — b Voo < IIBY — BV ||, it is satisfied that
Kpcp = Kcp. As the p- dlmenswnal Euclidean space with Ly,-norm is Banach
space, the convergent sequence {f (_r,)(} and {b,(cr)} is a Cauchy sequence. Thus, from
the definition of the Cauchy sequence, for a given § > 0, there exists K such that
||ﬂ(u) ﬂ(v)Hoo < 8foru,v> K.Take K = Kcp,u = Kcp,andv = Kpcp. Then,
ﬂ(KCD) B, and ﬂ(_IiPCD) = by.. Hence, the Lso-norm of the difference of B_, and
bk is bounded by §. O

F fo;, weal th iterion |0\ — o'V

or convergence of ¢, we also use the same convergence criterion |o o | <6
as in the CD algorithm. To reduce the computational costs in the PCD algorithm, at
each iteration, we remove some columns of B in the problem if the corresponding
o; satisfies the convergence criterion |a(r) (r_1)| < §. This additional procedure
needs the rearrangement of the coefficient matrix B. In the implementation, we use an
index vector and a convergence flag vector to implement the additional rearrangement
procedure efficiently. Thus, the PCD algorithm requires more computational costs than
the CD algorithm for the SPMESL as the CD algorithm runs consequently for j =
1, ..., p and does not need the rearrangement procedure. In the next section, however,
we numerically show that the PCD algorithm becomes more efficient compared to
the CD algorithm when either the number of variables or the sample size increases,
although the PCD has more computational costs.

4 Numerical study
4.1 Data construction and simulation settings
In this section, we numerically investigate the computational efficiency of the pro-

posed CD and PCD algorithms and the estimation performance of the SPMESL with
comparisons to other existing methods. To proceed the comparison on various circum-
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Algorithm 3 Parallel CD algorithm with warm start strategy for the SPMESL

. A -0 <0
Input: X, 19, 6@ =1,BO = (ﬂi(](.))) = (ﬂ(_;, ey /3(_;,) = 0, convergence tolerance §.

1: Setne=p, I =(,...,p),and F=(1,...,1)
2: repeat r =0,1,2...

3 A<« (&1(;))‘0’ ey &;;)AO) > Initialization of joint lasso subproblem

N
4;  Blewrl B Blnexr]  Bleur] > Warm start strategy
50 E=(xg,....xp,) — XB]
6: repeat m =0,1,2,...
7. ﬁ[curj P ﬁ[nexr]
8: forj=1,---,pdo

. T A (), leur]
9: a=x; E/n+ B
10: aj <0
A (). [next]
11: B =S3y,np @)
12: E—E+x (B(J).,[cur] _ 3(1),[next])
13: end for
14:  until ||]§[”ex’] — Blewr] lloo, < & > End of joint lasso subproblem
15: ﬁ(r-H) -« ﬁ[next]
Ar+1)
oy Ix = XBUVI
16:  Update 6, = ———— in parallel
J Jn
17:  Calculate F; = I(|&;r+l) — &;r)l > §) in parallel
18:  Setl=0
19: for j=1,--- ,ncdo
20: if F; =1 then
[« 1+1,1 < j
end if

21:  end for
22 Setne =1, Blinextl — g gl
23: until n, =0
24: Calculate &;; = &j_z and @ = — léjkék_ Zin parallel > Initial estimate for £2
25: Update c?)_i & in parallel > Symmetrization

if |(I)Jk\ > \LZ)](]\ then
‘:)jk <~ L?)kj
else
(;)kj <~ (z)jk
end if
Output: 2 = ((:)jk)
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stances, we first consider four network structures for the precision matrix defined as
follows:

— AR(1): AR(1) network is also known as a chain graph. We define a precision matrix
§2 for AR(1) as

1 ifi =j
‘Q:(wij)lfi,jfp: 0481f|l—]|:1
0  otherwise

— AR(4): In AR(4) network, each node is connected to neighborhood nodes whose
distance is less than or equal to 4, where the distance of two nodes i and j is defined
asd(i, j) = |i — j|. The precision matrix §2 corresponding to AR(4) network is
defined as

N 0.6 =lif |i — j| <4
2 = ()i jzp = {o otherwise

— Scale-free: Degrees of nodes follow the power-law distribution having a form
P(k) o< k=%, where P (k) is a fraction of nodes having k connections and «
is a preferential attachment parameter. We set « = 2.3, which is used in Peng
et al. (2009), and we generate a scale-free network structure by using the Barabasi
and Albert (BA) model (Barabdasi and Albert 1999). With the generated network
structure G = (V, E), we define a precision matrix corresponding to G = (V, E)
by following the steps applied in (Peng et al. 2009):
1 ifi=j

(i) 2 = (@ijh<ij<p =y UG, j)e E,U~U(-1,-05]U[0.5,1]).
0 otherwise

(i) 2 = (@sij=p = 1537, 757

(i) 2 =+2"))2

(v)ywjj=1fori=1,2,...,p

— Hub: Following (Peng et al. 2009), for p = 100, a hub network consists of 10
hub nodes whose degrees are around 15 and 90 non-hub nodes whose degrees lie
between 1 and 3. Edges in the hub network are randomly selected with the above
conditions. With the given network structure G = (V, E), we generate a precision
matrix by the procedure described in the scale-free network generation.

To avoid nonzero elements having considerably small magnitudes (i.e., the abso-
lute value of element), we generate (p/100) subnetworks, each of which consists of
100 nodes, and set nonzero elements having magnitudes less than 0.1 to 0.1 (i.e.,
sign(w;;)/10) for the scale-free and hub networks. For example, we generate five
subnetworks having 100 nodes when p = 500 for the scale-free and hub networks.
We depict the generated four network structures in Fig. 3 for p = 500. Among four
networks, AR(1) and AR(4) networks correspond the circumstances that the variables
are measured in a specific order, and the hub and scale-free networks are frequently
observed in real-world problems such as the gene regulatory networks and functional
brain networks.
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(@) AR(1)

Py
e

20.9 _‘y}
20, f00” ° o
3 I
24 ‘

(¢) SF (d) Hub

e

Fig.3 Four network structures of precision matrix: a AR(1), b AR(4), ¢ Scale-free (SF), and d Hub-network
(Hub). Nodes in black denote nodes whose degrees are more than 9

For comparison of the computational efficiency, we consider the number of vari-
ables p = 1000, and sample size n = 250, 500. To provide a benchmark of the
computational efficiency, we also consider the well-known existing methods such as
the CLIME (Cai et al. 2011), graphical lasso (GLASSO) (Friedman et al. 2008), and
convex partial correlation estimation method (CONCORD) (Khare et al. 2015). As the
computation times of the algorithms are affected by the level of sparsity on the estimate
of the precision matrix, we set Ao = v/4n~!log p for LARS-CPU (SPMESL-LARS)
and CD-CPU (SPMESL-CD). Further, we search the tuning parameters for other meth-
ods to obtain the level of sparsity similar to the one obtained by the SPMESL. For
example, for AR(1) and AR(4) networks with p = 1000, the averages of the estimated
edges of all methods are around 1000, which is 0.2% of the total possible edges. With
the chosen penalty levels, the computation time for each method is measured in CPU
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time (seconds) by using a workstation (Intel(R) Xeon(R) W-2175 CPU (base: 2.50
GHz, max-turbo: 4.30 GHz) and 128 GB RAM) with NVIDIA GeForce GTX 1080
Ti. We measure the average computation times and standard errors over 10 datasets.

For comparison of the estimation performance, we consider evaluating the
estimation performance of the SPMESL with A,, = ﬁLn k/p)s Auniv =

V2n~llog(p — 1), and Ay, = +/4n~1log p as there are three different suggestions

for 1o without a comparison of the estimation performance, where k is a real solution
of k = L}(k/p) +2L3(k/p), Ly(t) = n='2®0~1(1 — 1), and @1 (¢) is the stan-
dard normal quantile function. Here, we denote the SPMESL with A 5, Ayniv, Aup as
SPMESL-P, SPMESL-2, SPMESL-4, respectively. As described in the computational
efficiency comparison, we apply the three existing methods (CLIME, GLASSO, CON-
CORD) to provide a benchmark of the estimation performance. Hereafter, we referred
these three methods to the funing-search methods. To measure the estimation perfor-
mance, we consider five performance measures— sensitivity (SEN), specificity (SPE),
false discovery rate (FDR), miss-classification error rate (MISR), and Matthew’s cor-
relation coefficients (MCC)—for identifying the true edges and the Frobenius norm of
2° — 2 for estimation error, where 2° and £ denote the true precision matrix and
the estimate of the precision matrix, respectively. The five performance measures for
identification of the true edges are defined as follows:

FP
SEN=—— SPE=—— FDR= ——
(TP + FN) (TN + FP) (TP + FP)
(FP + FN) A TP x TN — FP x EN
MISR= ——— MCC(2, 2°) = .
p(p—1))2 (TP + FP)(TP + FN)(IN + FP)(IN + EN)

where TP = 3, [(@jx # 0, w?k #0), FP = 3, I(@j # 0, a)?k = 0),
TN=Y, I(@ =0, w?k =0),and FN =Y, ; I(@jx =0, w?k £ 0),

In the comparison of the estimation performance, we set the number of variables
and sample size as 500 and 250, respectively. We generate samples X!, X2, ... X" ~
N(0, X), where ¥ = 2! and 2 is from a given network structure. Unlike the
comparison of computational efficiency, we need to choose criteria for the selection
of the optimal tuning parameter of the CLIME, GLASSO, and CONCORD. For a fair
comparison, we adopt the Bayesian information criterion (BIC), which is widely used
in model selection, and search the optimal tuning parameter over an equally spaced
grid (0.10, 0.12, ..., 0.88, 0.90). We generate 50 datasets, each of which we search
the optimal tuning parameters for the CLIME, GLASSO, and CONCORD and apply
Apbs Aunivs Aup for the SPMESL.

In this numerical study, we implement R package cdscalreg for the CD algo-
rithm with a warm start strategy for the scaled Lasso and SPMESL, which is available at
https://sites.google.com/view/seunghwan-lee/software. For the other methods in this
study, we use R packages fastclime for FASTCLIME, glasso for GLASSO,
gconcord for CONCORD, scalreg for the original algorithm for SPMESL. Note
that consider FASTCLIME (Pang et al. 2014) for the CLIME, which obtains the
CLIME estimator efficiently and provides a solution path of the CLIME applying the
parametric simplex method. It is also worth noting that the GPUs we used are more
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Table 1 The averages of the computation times (sec.) over 10 datasets. Numbers in the parentheses denote
the standard errors

Network p n scalreg CD-CPU PCD-GPU PCD-MPI FASTCLIME GLASSO CONCORD

AR(1) 1000 250 937.7358 8.5027 4.4356  18.8599 241.0991  0.7091  6.4348
(4.4662)  (0.0519) (0.0749) (0.7913) (4.0303) (0.0081) (0.1541)

500 43457155 13.9459 42743 214523 2273807 12521  12.4249

(3.9313)  (0.0335) (0.0397) (0.8523) (2.2561) (0.1210)  (0.0830)

AR@) 1000 250 803.3684 5.9992 17896  19.2027 2335897  0.8030  3.4643
(0.9841)  (0.0158) (0.0274) (1.0094) (1.9512) (0.0460) (0.0410)

500 4043.0187 8.6698 22892  20.0631 259.5524 89721  7.5435

(4.4534)  (0.0220) (0.0317) (0.8708) (2.0104) (0.2280) (0.2210)

Scale-Free 1000 250 790.8713 5.1367 3.0949  18.8765 238.7474  0.6852  3.5295
(0.6122)  (0.0376) (0.0545) (1.3815) (1.7989) (0.0010) (0.0481)

500 3819.9712 9.1574 3.0781  19.2749 246.0107  0.7945  7.0473

(8.2088)  (0.0190) (0.0255) (0.7189) (1.2268) (0.0014) (0.0775)

Hub 1000 250 787.6731 4.7785 7.3326  18.8566 2452853  0.7512  6.1875
(0.8286)  (0.0247) (0.1355) (1.3197) (1.6676) (0.0099) (0.1024)

500 3769.7531 9.2215 77584  18.7167 250.2303  2.2454  12.7924

(23.6487) (0.0458) (0.1942) (0.5727) (2.0064) (0.1917)  (0.2707)

efficient for conducting operations with single-precision values than double-precision
values, but the R programming language only supports the double-precision that makes
the efficiency of the GPU-parallel computation decrease. Although this PCD imple-
mentation could decrease its computational efficiency, we develop an R function for
the PCD algorithm to provide an efficient and convenient tool for R users. If read-
ers want to utilize GPU-parallel computation maximally, PyCUDA (Klockner et al.
2012) is one of the convenient and favorable ways to implement CUDA GPU-parallel
computation.

4.2 Comparison results for computational efficiency

Table 1 reports the average computation times and standard errors over 10 datasets.
From Table 1, we numerically verify that the proposed algorithm based on the CD
with warm-start strategy is more efficient than the original algorithm based on the
LARS, where the proposed algorithm (CD-CPU) is 110.2 and 466.3 times faster than
LARS-CPU for the worst case (AR(1), n = 250) and the best case (AR(4), n = 500),
respectively. For comparison of efficiency with other methods, overall, the CD-CPU
is faster than FASTCLIME and slower than GLASSO and CONCORD. GLASSO is
the most efficient algorithm in our numerical study. Its efficiency is from the sub-
procedure that reduces the computational cost by the pre-identification procedure for
nonzero block diagonals of the estimate that rearranges the order of variables for a
given tuning parameter described in Witten et al. (2011). The CONCORD is faster
than the CD-CPU in general because the CD algorithm for the CONCORD is applied
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to minimize its objective function directly. However, the CD algorithm in the CD-CPU
is repeatedly applied to solve the lasso subproblems. Even though the GLASSO and
CONCORD are faster than the CD-CPU, the GLASSO and CONCORD are tuning-
search methods while the CD-CPU is not. Thus, the CD-CPU becomes the most
efficient when the GLASSO and CONCORD need to evaluate more than five tuning
parameters. For the efficiency of the PCD-GPU, we can see that the PCD-GPU is
faster than CD-CPU for all cases except for the case of (Hub, n = 250). In addition,
Table 1 also shows that the efficiency of the PCD-GPU increases as the sample size
increases. For example, all computation times of CD-CPU significantly increase when
the sample size increases from 250 to 500. However, there is no significant difference
on the computation times of PCD-GPU between the sample sizes 250 and 500. This
might show that the GPU device has idle processing units when n = 250. Note that
the estimator of the SPMESL can be obtained by solving p scaled Lasso problems
independently on multi CPU cores instead of on GPUs. However, the cost per core of
CPU is more expensive than that of GPU. Moreover, the average computation times
of the parallel computation of the CD-CPU with 16 CPU cores with the R package
doParallel (PCD-MPI in Table 1) are around 20 seconds, which are worse than
CD-CPU. This inefficiency might be from the communication cost and the number of
CPU cores not enough for large p.

To verify the efficiency of PCD-GPU compared to CD-CPU, we conduct addi-
tional numerical studies for CD-CPU and PCD-GPU with p = 500, 1000, 2000, 5000
and n = 250, 500, 1000. Table 2 reports the average computation times and stan-
dard errors measured in CPU time (seconds) for CD-CPU and PCD-GPU. As
shown in Table 2, PCD-GPU becomes more efficient than CD-CPU when either
the number of variables or the sample size increases. For example, CD-CPU is
1.05~1.94 times faster than PCD-GPU only for the Hub-network cases of (p,n) =
(500, 250), (500, 500), (1000, 250); however, PCD-GPU outperforms CD-CPU for
all the other cases and 4.71~11.65 times faster than CD-CPU when p = 5000. In
Table 2, we also find an advantage of the GPU-parallel computation. Originally, the
parallel computation in PCD-GPU applied to reduce the computational cost depends
on the number of variables. However, the additional numerical studies support that
the parallel computation in PCD-GPU also reduces the computation times when the
number of samples increases for a fixed p. This advantage is from the efficiency of the
GPU-parallel computation for the matrix-matrix and matrix-vector multiplications.
Thus, the additional numerical studies show that PCD-GPU is favorable for the cases
where either p or n is sufficiently large.

4.3 Comparison results for estimation performance

Tables 3 and 4 report the averages of the number of estimated edges (|E |) and the
six performance measures over 50 data sets for AR(1), AR(4), Scale-free, and Hub
networks. From the results in Tables 3 and 4, we can find several interesting features.
First, focusing on comparing SPMESL-P, SPMESL-2, and SPMESL-4, the SPMESL-
P obtains the smallest estimation error in Frobenius norm, and the SPMESL-4 has the
largest estimation error for all network structures. The estimation error of SPMESL-
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Table2 The averages of the computation times (sec.) over 10 datasets. Numbers in the parentheses denote
the standard errors

Network 7 p =500 p = 1000 p = 2000 p = 5000
CD PCD  CD PCD  CD PCD  CD PCD
AR(1) 250 22800 1.9528 87067 4.4149 38.1056 12.0651 297.7769 60.1581

(0.0224) (0.0414) (0.0268) (0.0765) (0.0841) (0.1121) (0.2836) (0.9851)

500 34519 17117 13.8964 4.2744 592341 12.8309 436.7230 64.4670

(0.0134) (0.0330) (0.0419) (0.0445) (0.0736) (0.1152) (2.7395) (0.7545)

1000 5.8935 1.7364 23.5556 4.9784 99.7887 15.8946 700.8538 85.5756

(0.0265) (0.0217) (0.0636) (0.0561) (0.1460) (0.1447) (1.0246) (0.6645)

AR(4) 250 14538 0.8794 6.1486 17679  27.9208 4.9945 2327940 20.9527
(0.0077) (0.0258) (0.0265) (0.0271) (0.0666) (0.2905) (0.2484) (0.3062)

500  2.1363  0.9950 8.5920 22517 37.8047 6.2053 305.4613 26.2313

0.0116) (0.0177) (0.0254) (0.0372) (0.0777) (0.2523) (0.3319) (0.6105)

1000 6.1868 15552 21.5172 4.1366 803323 12.1282 499.1462 57.1606

(0.0312) (0.0155) (0.1308) (0.0284) (0.3212) (0.0558) (2.8728) (0.7015)

Scale-Free 250 12493 1.1620 4.9605 2.9021 22.1757 6.8921 186.5103 35.0760
(0.0067) (0.0328) (0.0227) (0.0426) (0.0362) (0.0762) (0.2680) (0.6203)

500 2.1820 11572 87524 29931  38.4480 8.3851  300.9288 44.9643

(0.0094) (0.0109) (0.0196) (0.0276) (0.0646) (0.1162) (0.6319) (0.5134)

1000 3.7781  1.2210  15.0969 3.6376  65.1003 11.1231 479.8427 63.4638
(0.0074) (0.0122) (0.0141) (0.0298) (0.1194) (0.0762) (1.4722) (0.9511)
Hub 250  1.2021  2.3266 45724  6.9508 199179 11.6372 168.9348 35.8963

(0.0075) (0.0434) (0.0207) (0.1257) (0.0456) (0.2135) (0.2214) (0.6634)

500 22632 23915 89738  7.6092  38.4337 15.7290 300.2697 53.2606
(0.0078) (0.0335) (0.0220) (0.1866) (0.0630) (0.3070) (0.4684) (0.4222)

1000 3.9263 2.6366  15.6040 9.6065 66.8115 21.4761 492.7247 77.6366
(0.0108) (0.0342) (0.0279) (0.1127) (0.1204) (0.1523) (1.1698) (0.4552)

2 is located near the middle of an interval defined by the estimation errors of the
SPMESL-P and SPMESL-4. However, for the performance in the identification of the
true edges, the SPMESL-4 has the smallest SEN and FDR for all network structures,
and the SPMESL-2 obtains the lowest MISR and the highest MCC for Scale-free and
Hub networks while the SPMESL-P has the highest MISR and the lowest MCC for all
network structures. For AR(1) and AR(4) network structures, the MISR and the MCC
of the SPMESL-2 are worse than those of the SPMESL-4, but the differences of the
SPMESL-2 and the SPMESL-4 are small. For example, the difference in the MCC
of the SPMESL-2 and the SPMESL-4 are 0.0195 and 0.0095 in an original scale for
AR(1) and AR(4), respectively.

Second, by comparing the SPMESL and the tuning-search methods (CLIME,
GLASSO, CONCORD), the SPMESL-2 and SPMESL-4 obtain considerably small
FDRs compared to the tuning-search methods. For example, the FDRs by the tuning-
search methods are over 27% for all cases, but the FDRs by the SPMESL-2 and the
SPMESL-4 are less than 6.2%. The SPMESL-P has the lowest MCC and the highest
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Table 3 For AR(1) and AR(4) networks with p = 500 and n = 250, the averages of the number of
estimated edges, the five performance measures and the Frobenius norms of difference of the estimate and
true precision matrix over 50 datasets. Numbers in the parentheses denote the standard errors

Network Method |E] SEN SPE FDR MISR MCC |2 - Q|F

AR(1) (|E| =499) CLIME 897.80  100.00 99.68 4433 032 7448 9.17
(520)  (0.00) (0.00) (0.31) (0.00) (0.21) (0.02)

GLASSO 213448 100.00 98.68 76.57 131 4807 1274
(1452)  (0.00) (0.01) (0.16) (0.01) (0.17) (0.02)
CONCORD 722.16 100.00 99.82 30.84 0.18 83.08 4.96
(2.93)  (0.00) (0.00) (0.29) (0.00) (0.17) (0.01)

SPMESL-P  649.28 100.00 99.88 23.12 0.12 87.62 3.65
(1.68)  (0.00) (0.00) (0.20) (0.00) (0.11) (0.01)

SPMESL-2 52474 100.00 99.98 490 0.02 9751 4.55
0.77)  (0.00) (0.00) (0.14) (0.00) (0.07) (0.01)

SPMESL-4 50440 100.00 100.00 1.07 0.0 99.46 6.39
0.36)  (0.00) (0.00) (0.07) (0.00) (0.04) (0.01)
AR@) (|E| = 1990) CLIME 908.58  32.55 9979 2870 129  47.65 22.35
(2.66)  (0.08) (0.00) (0.15) (0.00) (0.08) (0.01)

GLASSO  988.96 28.86 99.66 41.66 147 4036 23.17
(10.79)  (0.07) (0.01) (0.52) (0.01) (0.17) (0.01)
CONCORD 979.40 33.03 99.74 32.86 133 4652 18.46
(3.33)  (0.08) (0.00) (0.19) (0.00) (0.10) (0.01)

SPMESL-P 120632 3631 99.61 40.09 140 4599 18.40
(2.97)  (0.07) (0.00) (0.16) (0.00) (0.09) (0.01)

SPMESL-2 54530 2571 9997 6.8 121 4877 20.57
0.94)  (0.02) (0.00) (0.15) (0.00) (0.05) (0.01)

SPMESL-4  499.00 25.05 100.00 0.1 120 49.72 22.72
(0.17)  (0.01) (0.00) (0.02) (0.00) (0.01) (0.01)

FDR for Scale-free and Hub networks and obtains the second-lowest MCC and the
second-highest FDR for AR(4) networks, where only the GLASSO is worse than the
SPMESL-P in terms of the MCC and FDR. For AR(1) network, the SPMESL with all
penalty levels are better than the tuning-search methods for identifying the true edges,
and the estimation errors of the SPMESL-P and SPMESL-2 are less than those of the
tuning-search methods.

Finally, we compare the estimation performance of the tuning-search methods. For
the estimation error in the Frobenius norm, the CONCORD outperforms CLIME and
GLASSO for all cases, where the CONCORD obtains similar estimation errors to the
SPMESL-P for AR(4), Scale-free, and Hub networks. However, for the identification
of the true edges, the CLIME obtains slightly better performance than the CONCORD
for all networks except the AR(1) network. For the AR(1) network, the CONCORD
outperforms CLIME and GLASSO for estimation error and identification of the true
edges. In our numerical study, the CONCORD is favorable among the three tuning-
search methods we consider. Note that we adopt the BIC for three tuning-search
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Table 4 For Scale-Free and Hub networks with p = 500 and n = 250, the averages of the number of
estimated edges, the five performance measures and the Frobenius norms of differences of the estimate and
true precision matrix over 50 datasets. Numbers in the parentheses denote the standard errors

Network Method IE]| SEN SPE FDR MISR MCC |[£2—2|F

Scale-Free (|E| = 495) CLIME 643.08 9138 99.85 2963 0.9 80.10 833
(2.19)  (0.16) (0.00) (0.24) (0.00) (0.17) (0.01)

GLASSO  810.52 92.84 99.72 4308 031 72.53 7.79
(721)  (0.19) (0.01) (0.52) (0.01) (0.31) (0.02)
CONCORD 682.36 93.04 99.82 3239 021 7920 5.33
(4.00)  (0.17) (0.00) (0.40) (0.00) (0.23) (0.01)

SPMESL-P  1022.56 94.60 99.55 54.18 047 6566 5.15
(3.66)  (0.14) (0.00) (0.17) (0.00) (0.14) (0.01)

SPMESL-2 457.88 87.94 9998 492 007 9140 6.57
(1.06)  (0.15) (0.00) (0.16) (0.00) (0.11) (0.01)

SPMESL-4 34834 7033 10000 006 0.12 8379 8.83
(0.85)  (0.17) (0.00) (0.02) (0.00) (0.10) (0.01)

Hub (|E| = 551) CLIME 644.02 84.36 99.86 27.80 021 77.93 843
(231)  (0.23) (0.00) (0.21) (0.00) (0.17) (0.01)

GLASSO  881.76 87.44 99.68 4503 0.38 69.10 7.89
(10.37)  (0.27) (0.01) (0.59) (0.01) (0.31) (0.02)
CONCORD 73122 89.03 99.81 3273 024 7724 555
(543)  (0.19) (0.00) (0.51) (0.00) (0.27) (0.01)

SPMESL-P 1094.14 9132 9952 5399 051 64.62 537
(333)  (0.14) (0.00) (0.14) (0.00) (0.12) (0.01)

SPMESL-2 47436 8122 99.98 564 0.10 8749 6.78
(155)  (0.22) (0.00) (0.15) (0.00) (0.13) (0.01)

SPMESL-4 319.72 57.96 100.00 0.11 0.19 76.02 8.90
(120)  (0.21) (0.00) (0.02) (0.00) (0.14) (0.01)

methods for a fair comparison, but the comparison results might be changed if we
apply other model selection criteria.

From the results of the estimation performance comparison, we recommend the
SPMESL with the universal penalty level A,,;, if the target problem can accept the
FDR level around 5%; the uniform-bound penalty level is only preferred when the
problem only accepts the small FDR less than 1%. Note that we do not recommend
using the probabilistic bound A 5 as the SPMESL-P has the highest FDR among three
penalty levels for the SPMESL, which are over 50% for Scale-free and Hub networks,
although the SPMESL-P obtains the lowest estimation error in Frobenius norm.

5 Conclusion
In this paper, we proposed an efficient coordinate descent algorithm with the warm

start strategy for sparse precision matrix estimation using the scaled lasso motivated
by the empirical observation that the iterative solution for the diagonal elements of
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the precision matrix needs only a few iterations. In addition, we also develop the
parallel coordinate descent algorithm (PCD) for the SPMESL by representing p Lasso
subproblems as the unified minimization problem. In the PCD algorithm, we use a
different convergence criterion [B*+D —B®||, < § to check the convergence of the
PCD algorithm for the unified minimization problem. We show that the difference in
the iterative solutions of the CD and PCD caused by the difference of the convergence
criteria is also bounded by the convergence tolerance 4.

Our numerical study shows that the proposed CD algorithm is much faster than
the original algorithm of the SPMESL, which adopts the LARS algorithm to solve
the Lasso subproblems. Moreover, the PCD algorithm with GPU-parallel computation
becomes more efficient than the CD algorithm when either the number of variables
or the sample size increases. For the optimal tuning parameter for the SPMESL,
there are three suggestions without the comparison of the estimation performance. In
the additional simulation, we numerically investigate the estimation performance of
the SPMESL with the three penalty levels and the other three tuning-search meth-
ods. From the comparison results, the SPMESL with the uniform bound level and
the universal penalty level outperform the three tuning-search methods. Specifically,
the probabilistic bound level A, = V2L, (k/p) provides the estimate that has the
smallest estimation error in terms of the Frobenius norm; the uniform bound level
Aup = /4n—!log(p) provides the estimate that has the smallest FDR less than 1%;
and the universal penalty level A,y = /2n~!log(p — 1) obtains either the best or
second-best in terms of MCC and FDR. Overall, we recommend the SPMESL with
the universal penalty level and apply the CD algorithm if p is less than or equal to
1000 and the PCD algorithm when the target problem has more than 1000 variables
and GPU-parallel computation is available.
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