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E. SOMERSALO

INVERSE PROBLEMS AND STATISTICAL INFERENCE

J. Kaipio and E. Somersalo: Statistical and Computational Inverse Problems,
Springer 2004.

e INVERSE PROBLEMS: Concerns the problem of retrieving information of
unknown parameters by indirect observations.

e STATISTICAL INFERENCE: Concerns the problem of inferring properties
of an unknown distribution from data generated from that distribution.

WHY STATISTICS?

“Statistics is the science of information gathering, especially when the infor-
mation arrives in little pieces rather than in one or two big pieces.”

(Bradley Efron)
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BAYESIAN PERSPECTIVE TO INVERSE PROBLEMS

e All unknowns are modelled as random variables.

e Randomness is an expression of the lack of information, or ignorance of
their values.

e Random variables are characterized by their probability distributions.

e INVERSE PROBLEM: Find the probability distribution of the unknowns
you are interested in.

NOTE 1: Randomness is not the object’s but the subject’s property.

NoTE 2: Computational models predict only observables, i.e., what an ob-
server (subject) can expect.?

IBruno de Finetti: “Probability does not exist!”
2Niels Bohr: “It is a mistake to think that physics should reveal how the nature is made.
Physics deals with what can be said about the nature.”
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INTRODUCTORY EXAMPLE

Classical linear inverse problem: estimate x € R™ from the measurement of

y = Ax + noise, y € R™, AeR™ ",

Observations:

e Evidently, the value of the noise is not known, so it is natural to model
it as a random variable. (All usually agree about this).

e Hence, the data y must be a realization of a random variable.

e What was the motivation for modelling the noise as random variable?
That we do not know its value!
Do we know the value of x7

No!

So, it equally natural to model = as random variable, too.
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STOCHASTIC EXTENSION OF THE MODEL

Write
Y =AX + F,

where X, Y and E are random variables.

Data = Ymeasured

realization of Y.

FUNDAMENTAL QUESTION: What is the probability distribution of X when
the measured value for Y has realized?
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PROBABILITY DISTRIBUTIONS AND DENSITIES

Let X be a random variable with values in R™.

P{X € B} = probability that X € B
= ux(B).

The measure px is the probability distribution of X.

We assume that it is possible to construct a function mx(x) = w(z) > 0 such
that

ux(B) = [ w(@ydz

The function mw(x) is the probability density of X.
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JOINT PROBABILITY DENSITY

Let X € R" and Y € R™ be two random variables. The joint probability
density of X and Y, denoted by m(x,y), is defined as

P{X € By and Y € By} = / / m(x,y)drdy.
B J B,

Two extremal cases are of particular interest:

1. When B; or By become the full space,

2. When B; or By shrink to one point.
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MARGINAL DENSITIES

X e R™, Y € R™ random variables. Assume that Y can take any value:

P{X€Byand Y eR"} = /B (/mﬂ(x,y)dy>da:

—
/B ()

always true

=P{X € By}

Conclusion:

This is the marginal density of X.
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MARGINAL DENSITY
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CONDITIONAL DENSITY
Probability that X € By provided that Y € By is denoted by
P{X € B1 | Y € By}.
Since both X € By and Y € By must happen, we deduce that
P{X eB|YeBy}=aP{X e€Byand Y € By}.

On the other hand, if By = R" the probability has to be one (X € R", no
matter what Y does), that is,

P{XER"|Y E€B} = aP{X€ER" andY € B}

always true

= OéP{Y c BQ} = 1,

SO
1

TPy € By}
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Conclusion:

P{X € Byand Y € BQ}

P{XEBl|YEBQ}: P{YEBQ}

Let Bs shrink to a single point y.
Writing the probabilities in terms of the densities, we find that

(T, y)

dx.
B W(y)

P{XeB|Y=y}=

We denote the conditional density as

m(x |y) =
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CONDITIONAL DENSITY

0.8
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LIKELIHOOD DENSITY

Consider the additive noise model
Y =f(X)+E,

where X and E are mutually independent.
What is the probability density of Y if X = x = fixed?
We have

Y = @ + \Ez/ ,

fixed random

so the only source of randomness in Y is the noise term.
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If mhoise 1S the probability density of the noise,

7(y | ) = likelihood function = meise(y — f()).
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PRIOR DENSITY

The prior density expresses what we believe of the values of X, whatever value
the observation will later take on.

77(33) — 7Tprior(x) — /m W(xay)dy

By the definition of the conditional density,

w(x,y) = Wprior(93)77(y | x).

joint density = priorx likelihood.
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POSTERIOR DENSITY

Posterior density expresses the probability density of X when Y takes on a
fixed value.

By the definition of conditional densities,

Tpost () = 7(z | y) =

BAYES’ FORMULA,

Tor(2)7(y | )
m(y)

Tpost () = m(z | y) =

POSTERIOR DENSITY=SOLUTION OF THE INVERSE PROBLEM.
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MODEL PROBLEM: IMAGING BLOCKY SIGNALS AND IMAGES>4

(QUALITATIVE DESCRIPTION OF PROBLEM: “Given a noisy indirect observation,
recover a signal or an image that varies slowly except for unknown number
of jumps of unknown size and location.”

EXAMPLES: Geophysical profiling of layered Earth, optical tomography of
an infant’s head, atmospheric profiling of inversion layers, detection of breast
cancer with EIT, localization of cortical activity by EEG, image segmentation.

OBJECTIVES:

1. Develop a fast algorithm to find the discontinuities

2. Estimate the reliability of the algorithm.

SD. Calvetti and E. Somersalo: Gaussian hypermodels and recover blocky objects. In-
verse Problems 23 (2007) 733-754.
4D. Calvetti and E: Somersalo: A unified Bayesian framework for algorithms to recover

blocky signals. Proc. SPIE 2007, San Diego (to appear).
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PROTOTYPE PROBLEM

1D inverse problem, e.g., deconvolution, continuous model:

g(s;) = / A(s; ) f ()t +ej, 1<j<m,

where e; additive noise.

Discretize by a quadrature rule:
[ Al 050 = Y Al 0050 = Y ajeans ox = f(t0),
1 k=1 k=1
Discrete model in n—dimensional grid:

b= Ax +e, AcR™*",

where b; = g(s;).
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SLOW VARIATIONS: MARKOV MODEL

First order model:

X;=X,.14+yW,;, W; ~N(0,1), W, = innovation.

Second order model:

1
Xj =5 (Xjm1 + Xjr) +9W5, - Wi~ N(0,1).
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MATRIX FORM

First order: X =W, W ~N(0,1),

Second order: Lo X =AW, W ~ N(0,1),

2 —1
—1 2 —1

1
L2=§ , (o =2xp41 =0)
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SMOOTHNESS PRIOR
The Markov model

LX =~W, W ~N(0,I), (L=L;or Ly)

implies the prior density model
1 2
X ~ 7Tprior(gj) X exXp _2—72HL$H .

OBSERVE: The prior parameter v has an immediate interpretation, reflecting
our prior belief of how large variations we expect.
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INHOMOGENOUS MARKOV MODEL

HOMOGENOUS (OR STATIONARY) MODEL: equal variance of every innovation
step.

[NHOMOGENOUS (NON-STATIONARY ) MODEL: every innovation step may have
different variance.

First order model:

Xj ZXj_1 —I—’Yjo, Wj NN(O,l).
Second order model:

1
Xj =5 (Xjmr + Xjn) + W5 W, ~ N(0,1).
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INHOMOGENOUS SMOOTHNESS PRIOR

Matrix form: Define the prior variance vector,
T
9:[81,92,...,971} y ’732:9]

LX =DY2W, W ~ N(0,1),

where

D = D@ = diag(@l, 92, “e ,Hn)

The prior density of X is then
1
Torio(0) o exp (=3[0 La]?).

With different selections of 8, we can allow jumps in the solution of the inverse
problem.
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TESTING THE PRIOR: RANDOM DRAWS

To test whether the prior density correspond to our prior belief, draw random
samples from the prior.

500

| IIF“"

o~

201 l ly=10I

- - - - -500 - - - -
0 0.2 0.4 0.6 0.8 1 0 0.2 0.4 0.6 0.8 1

Solve LX = DY2W, where W ~ N(0, ).
NoOTE: Jumps (or kinks) possible but they are not forced.
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MARKOV MODEL WITH UNKNOWN STATISTICS
What if we don’t know

e the location of the jumps,
e the size of the jumps,

e the number of the jumps?
BAYESIAN SOLUTION:

e Model the prior variance vector 8 as a random variable ©

e Estimate the pair (X, ©) from the data and prior information.
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HIERARCHICAL MODEL

Write a joint prior density for (X, ©),

Tprior (xa 9) — Thyper (e)ﬁprior (CC ‘ (9)7

where

1/2

det(LTD, ' L) )

L =172
(e 6) = (SN T ) exp (<5105 2Lal?).

OBSERVE: The normalizing constant depends on # and cannot be ignored.

The determinant in 1D can be found explicitly. In 2D and/or with irregular
grids, numerical evaluation necessary.

Do we have to compute the determinant?

No, if we pass...
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... FROM SIGNAL TO INCREMENTS

Define a new random variable Z,
Z=LX, X=L"1Z

and write the prior for Z:

det(D-1)\ /2 1,
7Tprior(z ‘ (9) — ( (27_‘_)71 )> exXp (_§HD 1/22||2)

1 b2 1 1/2 2
— <(27‘r)”6’16’2---9 ) exp (—§HD_ / ZH )

L\ 1D_1/221nlé
By exp —§H z| —§; 0g U
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LIKELIHOOD

Simple additive white noise model:
B=AX+E, E~N(,0c°I)

It is assumed for simplicity that

e the noise F is independent of X (exogenous noise)

e The noise is Gaussian white noise,

E ~ N(0,0°1),

Likelihood .
w(b | x) exp | —z— |4z —b]|* ),
202

or, in terms of the increments,

1 _
(b | z) x exp (—ﬁHAL Ly — b[|2> .
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HYPERPRIOR

We expect a priori few jumps: the variance needs to be small except for a few
outliers. Two natural candidate distributions that produce rare outliers:

Gamma distribution: 6; ~ Gammal(c, ),

Inverse Gamma distribution: 6; ~ InvGamma(a, y),

n o 9 n 1 n
Thyper (0) H 0 Lexp (—9—9) —exp | =0y 0 (e +1) Zlog 0;
J J j=1
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POSTERIOR DENSITY

Gamma distribution:

7(2,0 | b) o< (b | 2,0)Tpior(2 | 0)Thyper (6)

1 -1 o Loap e - 3\ v
ocexp(—ﬁHAL 2= bl* = S [ID /22| —%;eﬁ o= ;mgej .

Inverse Gamma distribution:

7T(Z,9 ‘ b) X 7T<b | 25 H)Wprior(z ‘ 9>7Thyper<9)

1 1 1 3\ ©
scexp( — = AL 2 —b|P =S|I D7V22)2 =00y ——(a+ )Y logd; ).
20 2 j=1 ; 2 j=1
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ALGORITHMS

Several possibilities:

e Compute the MAP estimator (zyap, Oviap),

e Compute the marginal density of 6§ maximize the evidence,
0, = argmax/ (2,0 | b)dz,

and estimate then z from n(z,0, | b),
e Compute the Posterior Mean estimate, e.g., by MCMC methods.

e Estimate the reliability of the point estimates estimate by MCMC.

The first one is fast, the last one in necessary for reliability assessment.
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FAST TRACK: MAP ESTIMATE

MAP estimate (zymap,fvap) is the minimizer of the negative of the log-
posterior. With Gamma distribution,

1 _ S I 3\ «
F(z,@)—ﬁHAL z — b —|—§HD9 2| —I—H()jzlej—(oz—Q)jleogﬁj.

Quick iterative solver (cyclic coordinate iteration):

1. Initialize 8 = 0°, k = 1.

2. Update z,

2% = argminF(z, 0% 1).

3. Update 6,
0% = argminF(2*, 0).

4. Increase k by one and repeat from 2. until convergence.
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THIS ALGORITHM IS FAST BECAUSE . ..

1. Updating w:

1 1
2F = argmin [ —||AL" 'z — b||> + =||D7Y%2||? ), D = Dgi-1,
202 2

that is, ¥ is the least squares solution of the system

04" e[ 45%]

2. Updating 0: 9;‘? satisfies

2
3, 1 ([ 2) 1 3\ 1
a0, 2 0) 2(93.) " % (O‘ 2) 6,

which has an explicit solution,

k\2
k _ (ZJ) 2 _l _§
Hj_HO 77"‘\/26)0 +77 ) 77_2 Q 9 .
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GAMMA DISTRIBUTION AND TOTAL VARIATION
Total Variation (TV) regularization:®
Minimize

/|Af \th+/<;/\Df )|dt.

Fuler-Lagrange equation

A (Af =) 41" (DS ) =0

with homogenous Neumann boundary conditions.

SRudin L I, Osher S and Fatemi E: Nonlinear total variation based noise removal algo-
rithms. Physica D 60 259-68.
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Fixed point iteration®:

Given the approximate solution f*~!, new iterate f* by solving

* * 1
A*(Af —g) + kD (WD]L) = 0. (1)

Finite difference approximation: D — (T'/n)L, and D* — (T'/n)L*',

nk [0 _ _ _ _
AT(AQJ — b) —+ (T 2) LT (Dek;l—lL‘CU> — 07 Qk b= ‘LE‘? t— QJ?_“,

which are the normal equations of the LSQR problem, with 0% = nx/T'/0y/2.

6Vogel C R and Oman M E: Fast, robust total variation-based reconstruction of noisy,
blurred images. IEEE Trans. Image Process. 7 (1998) 813-824.
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INVERSE GAMMA AND PERONA-MALIK

MAP estimation algorithm with Inverse Gamma corresponds to the fixed point
iteration of the equation

1
1+ BIDf?

A*(Af—g)—l—ﬁzD*< Df):O,

where
k= c*T?(a+3/2)/(n*6p), B =T2%/(200n2).

This is in fact the Perona-Malik functional’ .

The Perona-Malik functional is also closely related to the Mumford-Shah func-
tional®.

"Perona P and Malik J: Scale-space and edge detection using anisotropic diffusion. IEEE
Trans. Pattern Anal. Mach. Intell. 12 (1990) 629-639.

8Mumford D and Shah J: Optimal approximations by piecewise smooth functions and
associated variational problems. Comm. Pure Appl. Math. 42 (1989) 577-684.
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STATISTICAL RELIABILITY ANALYSIS
Markov Chain Monte Carlo (MCMC): Generate a large sample

{(z%,0Y), (2%,0%),..., (2", 0}

that is distributed according to the posterior density.
Block form Gibbs sampler:

1. Initialize by selecting (z!,01) and set k = 1.
2. Draw 2"t from the distribution z +— 7(z | 0%) o mTpost (2, 0%).
3. Draw 6T from the distribution § — (0 | 2*T1) oc Tpest (2571, 6).

4. Unless k = N, increase k£ by one and repeat from 2.
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IN PRACTICE
Updating of z:
1 1
m(z | %) o exp (—2—2Hb — AL Yz - §||D_1/2zH2> , D = diag(6"),
%

is Gaussian: solve

R =] O e wmaon,

where w € R™T" is a realization of the white noise process.

The updating of 8 can be done componentwise: Draw 6, from the one-dimensional

densit
’ (FtH2 g, 3
0; — exp (— ‘72(9' — 0‘; + (Oz— 5) 10g9j> :
j

CSRI WORKSHOP, SANTA FE, SEPTEMBER 10-12, 2007 0-37




E. SOMERSALO

COMPUTED EXAMPLE: SIGNAL AND DATA

1.2
1t - 1
0.8} 1 0.8}
0.6¢ 1 0.6¢
0.4} 1 0.4}
0.2} 1 0.2¢
0 0
-0.2 ' ' ' ' ' -0.2 ' ' ' ' '
0 0.5 1 1.5 2 2.5 3 0 0.5 1 1.5 2 2.5 3

Gaussian blur, noise level 2%
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MAP ESTIMATE, GAMMA HYPERPRIOR

X 10

Iteration

Iteration
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MAP ESTIMATE, GAMMA HYPERPRIOR

x 10
2.5 :
1 n
2
0.8
0.6 | ] 1.5 [
0.4¢ 1t
0.2¢
0.5¢
O \
0.2 - - - - - 0 }
0 0.5 1 1.5 2 2.5 3 0 0.5 1 1.5 2 2.5 3
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MAP ESTIMATE, INVERSE GAMMA HYPERPRIOR

[teration

Iteration
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MAP ESTIMATE, INVERSE GAMMA HYPERPRIOR

0.2
1 L
0.8 0157
0.6
0.1}
0.4}
0.2 0.05 |
0
-0.2 - - - - - 0
0 0.5 1 1.5 2 2.5 3 0 0.5 1 15 2 25 3
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MCMC PREDICTIVE OUTPUT ENVELOPES, INVERSE GAMMA HYPERPRIOR

1.2 . . . . . 3

251

51

15}

Ll

0.5

0.2 - - - - - 0
0 0.5 1 1.5 2 2.5 3 0 0.5 1 15 2 25 3
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MCMC PREDICTIVE OUTPUT ENVELOPES, GAMMA HYPERPRIOR

x 10

1.2 - - - - - 5

D>

0 0.5 1 1.5 2 2.5 3 0 0.5 1 1.5 2.5 3
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EXTENSION IN TWO DIMENSIONS

SPECIAL ATTENTION TO

e How to define the increment vector in the Markov model,
e Image quality, e.g., rotational invariance,
e Memory requirements,

e Computational cost.
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MARKOV MODEL: COUNT OF VARIABLES
Number of pixels N, = N=.
Number of increments (edges) No = 2N (N —1) > N,.

Hence, no one-to-one correspondence.

|1 |N+|1 | CI1N
LI
L
N P
Inl | Iy
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COMPATIBILITY CONDITIONS

The increments are not independent:

/\
\/

Number of interior nodes N, = (N — 1)2.
Count independent edges: 2N(N —1) — (N —1)? =N?—-1= N, — 1.

We need one extra condition, e.g., the average of the image.
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How TO BUILD THE ALGORITHM?

1. Define z € R¥e, the vector of the increments over the edges,
2. Define § € R™e, the variances of the increments,

3. Define one extra degree of freedom zn, 41 € R, e.g., the average of the
image,

4. Using the compatibility condition Mz = 0, express the pixel image in
terms of z,

5. Write a hypermodel,

6. Solve the MAP estimate by alternating iteration.

Skipping the details. . .
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DEBLURRING OF A SIMPLE IMAGE

Original image 40 x 40
Blurring with a Gaussian kernel, FWHV = 3 pixels

Additive Gaussian white noise, STD = 0.5% of max. of the noiseless signal.
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A FEW ITERATIONS

Iteration =1 Iteration = 2 Iteration = 4
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BAYESIAN LEARNING, BOOTSTRAP PRIOR”

Update your current information based on the latest reconstruction. May look
dubious, but is justified by the hierarchical modelling:

mhe(2) = mpe(z [ 6%), 6% = g(=).

9D. Calvetti and E. Somersalo: Microlocal sequential regularization in imaging. Inverse
Problems and Imaging 1 (2007) 1-11.

CSRI WORKSHOP, SANTA FE, SEPTEMBER 10-12, 2007 0-51



E. SOMERSALO

ROTATIONAL INVARIANCE

The algorithm works well with blocky structures that have edges parallel to
the coordinate axes. For oblique edges, staircasing may occur.

A better mask for finite difference approximations needed.
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DIFFUSION OPERATOR

Let u = u(r) be a differentiable vector field in R?.

By the Divergence Theorem,

1
Veou(r) = lim— / V - u(r’)dr!
FTOTET v |<e}
o / / /
= &11_13% — /{|r—r’|:€} n(r’) - u(r)dS(r')
1
= lim — / 0 - u(r+e0)do
e—0 me S1
= lir% M_u(r).
Approximate
1
V- (AVf) = M (A\Vf) = — /Sl Ar+¢e0)8-Vf(r+e0)do.
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MICROLOCAL MODEL

Replace A(r + ) by a non-linear functional of f,

1
(716 -V f(r)[)e

)\:)\[ﬂ(r,e)zl_'_ >0, k> 0.

Algorithm:

1. Initialize fo =1 and k = 0.
2. Define

fron = sugmin{ [ 1AF(5) = g()Pds 5 [ 1M (\RIVS0) P}

Q/

where
1

(716 - V fie(r) )=

3. Increase k by one and repeat from 2 until a stopping criterion is satisfied.

)\[fk](r,ﬁ):1+ T >0, k> 0.
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EXAMPLE: IMAGE ZOOMING
Original I nterpol ated

Forward map is the sparse sampling matrix.
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LIMITED ANGLE TOMOGRAPHY

Detector /’

>< Sources
<

™~
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Iteration 1 Iteration 2
Iteration 3 Iteration 4 lteration 5
Iteration 6 lteration 7 lteration 17
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SECTIONAL PROFILES

1.2 -
— = = True profile
1 n=1 — -
n=5
n=15

0.8

0.6¢

0.4}

0.2}

0 01 02 03 04 05 06 07 08 09 1
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SPEEDING UP: ITERATIVE SOLVERS

At each iteration step, we need to minimize

* T = argmin(||Az — b||* + ||L*x||?), L* = L[z"].

e Memory and computational costs require iterative solvers
e In practice, CGLS is the only method of choice
e CGLS is equivalent to solve the normal equations

e Since A' is smoothing, to get sharp edges, an enormous amount of
iterations are required
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WAY OUT: PRIORCONDITIONERS
Whitening: Write

JAL®) " w = b]* + [lw]l?,  LFz = w,
Instead of solving the original LSQR problem use GMRES to the right pre-

conditioned system
AL 'w=1b, LFzr=w,

regularized by early truncation of the iterations.
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DEBLURRING EXAMPLE

50 90 |
100 100 |
150 150 |
200 200 |
250 , , , , 1 2501 , , , , ,
50 100 150 200 250 50 100 150 200 250

True and blurred image
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DEBLURRING EXAMPLE

Iteration = 1 Iteration = 2
90 50
100 ¢ 100
150 ¢ 150
200 { 200
250 { , , , , 1 250 , , , , ,
50 100 150 200 250 50 100 150 200 250

Priorconditioned GMRES, 18 seconds/iteration on a 2GB laptop in Matlab.
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DEBLURRING EXAMPLE

Iteration = 3 Iteration = 4
90 50
100 ¢ 100
150 ¢ 150
200 { 200
250 { , , , , 1 250 , , , , ,
50 100 150 200 250 50 100 150 200 250
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DEBLURRING EXAMPLE

1.2 1.4
orig

1 1.2
1

0.8
0.8

0.6
0.6

0.4
0.4

0.2
0.2
0 0
-0.2 -0.2

0 0.2 0.4 0.6 0.8 1 0 0.2 0.4 0.6 0.8 1
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MORE ON THESE TOPICS, SEE

| o |

o«
=
=
w
g
Introduction to Bayesian Scientific ) 2
q Surveys and Tutorials =
Computing in the Applied s LY . - ;
Ten Lectures on Subjective Computing Mathematical Sciences 3 Surveys and Tutorials in the Applied Mathematical Sciences

Daniela Calvetti
Erkki Somersalo

A combination of the concepts subjective—or Bayesian—statistics and scien-
tific computing, the book provides an integrated view across numerical linear
algebra and computational statistics. Inverse problems act as the bridge
between these two fields where the goal is to estimate an unknown parameter
that is not directly observable by using measured data and a mathematical

Introduction to
Bayesian Scientific
Computing

Ten Lectures on
Subjective Computing

model linking the observed and the unknown.

Inverse problems are closely related to statistical inference problems, where
the observations are used to infer on an underlying probability distribu-
tion. This connection between statistical inference and inverse problems is
a central topic of the book. Inverse problems are typically ill-posed: small
uncertainties in data may propagate in huge uncertainties in the estimates of
the unknowns. To cope with such problems, efficient regularization tech-
niques are developed in the framework of numerical analysis. The counter-
part of regularization in the framework of statistical inference is the use of
prior information. This observation opens the door to a fruitful interplay

Bunndwio) dynuaps ueisakeg 03 uondNpou|

between statistics and numerical analysis: the statistical framework provides a
rich source of methods that can be used to improve the quality of solutions in
numerical analysis, and vice versa, the efficient numerical methods bring

computational efficiency to the statistical inference problems. D anie I a ca Ivettl
This book is intended as an easily accessible reader for those who need E rkki S omersa I (0)

numerical and statistical methods in applied sciences.

978-0-
7803,

9

8017339571 > Q @ Springer

springer.com
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