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Bayesian inference and uncertainty quantification in a general class of
nonlinear inverse regression models is considered. Analytic conditions on the
regression model {¢(0) : 6 € ®} and on Gaussian process priors for 6 are pro-
vided such that semiparametrically efficient inference is possible for a large
class of linear functionals of 6. A general Bernstein—von Mises theorem is
proved that shows that the (non-Gaussian) posterior distributions are approx-
imated by certain Gaussian measures centred at the posterior mean. As a con-
sequence, posterior-based credible sets are valid and optimal from a frequen-
tist point of view. The theory is illustrated with two applications with PDEs
that arise in nonlinear tomography problems: an elliptic inverse problem for a
Schrodinger equation, and inversion of non-Abelian X-ray transforms. New
analytical techniques are deployed to show that the relevant Fisher informa-
tion operators are invertible between suitable function spaces.

1. Introduction. We are concerned here with a general class of nonlinear inverse regres-
sion problems that arise with partial differential equations (PDEs). They involve a functional
parameter 8 one wishes to make inference on, a nonlinear ‘forward map’ 6 — ¥ (6) describ-
ing a set of regression functions {4 (0) : 0 € ®} defined on some domain X, and statistical
measurements

(1) Y,~=€¢(9)(Xi)+oei, i=1,...,N.

Here, the (X;) lN: | represent a finite ‘uniform’ discretisation of X" and the ¢; are independent
standard Gaussian variables scaled by a fixed noise level o > 0.

The aim is to construct a statistically and computationally efficient algorithm that recov-
ers 6 from such data (Y;, X ,-)lN: |- In applications, often more is required and one is further
interested in data-driven performance guarantees for the output of the algorithm. This task
forms part of the evolving scientific paradigm of ‘uncertainty quantification’ [18]. In statis-
tical terminology, one is concerned with the construction of a confidence set for aspects of
the possibly infinite-dimensional parameter 6. In common language, this just expresses the
desire to find valid ‘error bars’ for the output of the algorithm one has used.

Various methods aiming to ‘quantify inferential uncertainty’ for inverse problems involv-
ing PDEs are now available, particularly based on Bayesian posterior distributions arising
from Gaussian process (and other) priors for 6, as advocated in influential work by A. Stu-
art [15, 58]. While these measures of uncertainty can be computed by MCMC methods (see
[5, 12, 13, 31, 32, 54] and below), few statistical guarantees are available for the validity of
such posterior inferences in typical PDE settings where ¢ is nonlinear and 6 is modelled as
a Gaussian process. The present paper attempts to shed some light on this issue.
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The general results we obtain will be shown to apply to two prototypical ‘model prob-
lems’, which are concerned with nonlinear maps f + u 7 arising with solutions u = u ¢ of a
differential equation of the form

) Pu— fu=0 onM,

where ¥ is a given differential operator and f an unknown potential defined on some domain
M in R?. The aim is to recover f from certain measurements of u f-

In our first example, one takes for Z an elliptic second order differential operator, in fact,
to simplify the exposition we only consider Z = A equal to the standard Laplacian. One
then parameterises f via a link function mapping a linear space ® (to which Gaussian pro-
cess priors can be assigned) into positive potentials f = fp > 0, and collects noisy measure-
ments (1) with X = M of the solution ¢ (6) = u s, of the corresponding (time-independent)
Schrodinger equation (2) with prescribed boundary values. Various nonlinear inverse prob-
lems are of this form or can be reduced to one involving a Schrodinger-type equation [33].
To reduce the mathematical complexity of this first example, we assume that measurements
throughout all of M are available, as is relevant, for example, in photo-acoustic tomography
[3, 4].

In our second example, we consider a more challenging problem where only boundary
measurements (‘scattering data’) of the solution u of (2) are given. Here, the differential
operator & arises from the geodesic vector field on the 2-dimensional unit disk M and one
observes non-Abelian X -ray transforms corresponding to the ‘influx’ boundary values at X =
04+ SM of matrix-valued solutions ug of (2) with f =6 a skew-symmetric matrix field. This
nonlinear geometric inverse problem appears in physical imaging problems such as neutron
spin tomography; see [28, 55] and has been studied in [17, 40, 47, 49]. Mathematically, the
setting is fundamentally different from the Schrédinger case as the underlying PDE methods
are not elliptic but of transport type. An important contribution of this article is to solve the
analytical problem of inverting the Fisher information operator arising in this setting (see
below for more details).

We will give rigorous frequentist (N — 00) guarantees for Bayesian uncertainty quantifi-
cation methodology arising from sufficiently smooth Gaussian process priors for € in such
inverse problems. Specifically, conditions will be provided under which optimal asymptotic
semiparametric inference is possible for linear functionals (0, ¥) for smooth ¥ € C*, from
data in (1), and we verify these conditions for the preceding examples with the Schrodinger
equation and non-Abelian X-ray transforms. As a consequence, Bayesian credible sets for
such parameters are shown to be valid frequentist confidence sets, providing objective large
sample guarantees for uncertainty quantification. We numerically validate these theoretical
findings for reasonable sample sizes (N = 600, 1000) in Section 2.6.

The idea behind our results is based on obtaining asymptotically exact Bernstein—von
Mises type Gaussian approximations for the local fluctuations of the non-Gaussian poste-
rior measure near 6g. In traditional regular statistical models, such approximations have a
long history going back to Laplace [36], von Mises [63], Le Cam [37] and van der Vaart [61].
In more complex settings with infinite-dimensional parameter spaces and inverse problems,
such results are more recent and the present article contributes to the programme developed
in [6-10, 22, 39, 41-43, 52].

Next to some standard regularity assumptions on ¢, our results involve two key hypotheses,
which are specific to a given inverse problem. The first condition we require is that posterior
inference is globally consistent, that is, that the posterior measure concentrates on a shrinking
|- || oo neighbourhood of the ground truth 8y generating the data. Proving such results typically
requires ‘global’ stability estimates for the inverse problem and the techniques involved are
thus quite different from the ‘local’ techniques of the present paper. Consistency results of
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this kind were recently obtained in relevant PDE settings in [1, 23, 40] building on ideas
from Bayesian nonparametric statistics [62]. As we are dealing with difficult nonlinear ill-
posed inverse problems, the contraction rates obtained in our concrete model examples are
comparably slow in ‘low regularity settings’. Thus, in order to control the discretisation error
and semiparametric ‘bias’ terms in our proofs, we will have to assume that the prior Gaussian
process model employed is sufficiently regular (in a Sobolev sense).

The second key condition concerns the inverse of the so-called (‘Fisher’-) information op-
erator of the inverse problem. If we denote by Iy, the linear operator obtained from linearising
the nonlinear map ¢ near the ground truth parameter 6y (one may think of it as a derivative
(09/06)|9=4, in a suitable sense), then general statistical theory (reviewed in Section 3.3
below) suggests that a canonical asymptotic approximation to the posterior measure for 6
should arise from a Gaussian measure with covariance operator I, (H;O}I@O)_l where I} is an
appropriate adjoint of Ig,. Moreover, this operator provides a benchmark for the optimum
any uncertainty quantification algorithm can achieve. What precedes can be made rigorous,
however, only if the information (or normal) operator ]I;O Ilg, is surjective onto a large enough
range, and if the mapping properties of its inverse allow for the composition of I, with
(]I;O]Igo)_l. In the settings above, this is not at all clear a priori and, in fact, generates new
PDE questions in its own right. For the Schrédinger equation problem, it was shown in [41]
using elliptic theory that H;O}Lgo indeed is invertible (in fact, its inverse equals a certain type
of iterated Schrodinger operator). We extend here the results in [41] to allow for Gaussian
priors and a more general discrete measurement setting (under suitable hypotheses). For the
non-Abelian X-ray case, inversion of ]I;O]Igo is a more delicate problem that we successfully
solve in this paper using recent techniques from [38]. We refer to Remark 2.3 for some con-
text and perspectives on this result. At this point, it suffices to point out that the statistical
questions explored here and in [39, 40] are drivers of new developments in geometric inverse
problems.

This paper is organised as follows: The main results for the PDE models arising from (2)
are given in Section 2, whereas the general theory for Bayesian inference in nonlinear ran-
dom design regression models is developed in Section 3. All proofs are given in subsequent
sections, and the results on the information geometry of non-Abelian X-ray transforms are
presented in Section 6.1. Throughout, for X" a suitable open subset of Euclidean space, we
use standard notation for Holder spaces C# (X)) of [B]-times ([-] denotes integer part) contin-
uously differentiable functions whose partial derivatives of order [S] satisfy a 8 — [B]-Holder
continuity condition on X', where C%(X) = C (X)) denotes the bounded continuous functions.
Define Sobolev spaces H*(X') of functions with L?(dx)-derivatives up to order «, defined for
o ¢ N by interpolation. Finally, for V a normed vector space, C*° (X, V') denotes all smooth
V-valued functions defined on &X', and C2°(X, V) denotes the subspace of C°°(X, V) con-
sisting of functions that are compactly supported in the interior of X'. In Section 6.1 these
definitions will also be used when X = M is a Riemannian manifold M with boundary.

2. Main results for PDE models.

2.1. General observation setting, prior and posterior. Let (X, A) and (Z, B) be mea-
surable spaces equipped with measures A, ¢, respectively. We assume that A is a probability
measure and that ¢ a finite measure. Let further V, W be finite-dimensional vector spaces of
fixed finite dimensions py, pw € N, with inner products (-, -)w, (-, -)v, respectively. Let

L®(X), L*(X)=L;(X,V) and L™(2),L*(2)=L{(Z, W)

denote the bounded measurable, and A- or ¢- square integrable, V or W-valued functions
defined on X, Z, respectively. Denote by || - || 122 -l L2(%) the usual L2-norms on these



3258 F. MONARD, R. NICKL AND G. P. PATERNAIN

spaces, and by (-, -)12(zy, (-, *) 12(x) the corresponding Hilbert space inner products; and write
| - lloo for the supremum norm.

We will consider parameter spaces ® that are (Borel-measurable) linear subspaces of
L*(Z, W), on which measurable ‘forward maps’

(3) 01>90), 4:0-LiX,V),

are defined. Observations then arise in a general random design regression setup where one
is given jointly i.i.d. random variables (Y;, X ,-)lN: | of the form

) Y, =90) X)) e, & L N(0,0%0y), 0>0,i=1,...,N,

where the X;’s are random i.i.d. covariates drawn from law A on X. We assume that the
covariance Iy of each noise vector ¢; € V is diagonal for the inner product of V. Corre-
lated Gaussian noise can be accommodated simply by adjusting the choice of inner product
on V. Conditions on the ‘experiments’ underlying our regression model enter our results only
through the probability measure A generating the X;’s. In common cases where A represents
a uniform distribution on some bounded domain in Euclidean space, a deterministic design
regression model with ‘equally spaced’ design X; = x; can be seen to be statistically equiv-
alent to (4), see [53], and our analysis thus also informs such measurement setups. We opt
to present the theory here in a random design model as it allows for a unified probabilistic
treatment of the numerical discretisation error in the proofs.

If the natural domain on which ¢ is defined is not a linear space, one can employ ‘link
functions’ that map ® into the relevant domain. The new forward map then consists of the
composition of that link function with the initial forward map. See Section 2.3 below for an
example. We insist that ® be a linear space so that Gaussian process priors can be assigned
to it.

To fix notation: The joint law of the random variables (Y;, X; )N p in (4) defines a product
probability measure on (V x X)V, and it will be denoted by Pg =i Pg, where we note
Pei = Pel for all i. The infinite product probability measure @2, Pgi describing the law of all
possible infinite sequences of observations (in (V x X)N) will be denoted by Pg . We also
write shorthand

(5) DN={Y1,...,YN,X1,...,XN}, NGN,

for the given data vector.
Now given a prior probability measure IT on ® to be specified, and assuming 6 ~ I, we
make the Bayesian model assumption that

Y:, X)) 16 ~ PV

which by Bayes’ rule generates a conditional posterior distribution of 6|(Y;, X; ) L,on0 -
it will be denoted by IT(:|(Y;, X; )N 1) = I1(:|Dy). The posterior distribution arises from a
dominated family of probability measures (assuming joint measurability of the map (6, x) —
%(6)(x)) and is hence given by

[4eN® ati(6)
6 HAIDy) =AY, . YN, X, XN) = s
(6) (A|Dy) =TI(A[Y, N, X1 N) Jo €@ aTI(0)
for any Borel set A in ®. Here, by independence
(7) En©) =) £i(0), where £;(6)=— ||Y G0)(X)|3

i<N

is, up to additive constants, the log-likelihood function of the observations.
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2.2. Gaussian process priors for inverse problems. Gaussian priors are widely used in
Bayesian inverse problems since [31, 32], among others for uncertainty quantification pur-
poses as discussed in the Introduction. In the ‘nonparametric’ setting advocated by Stuart
[58], when the parameter of interest is a function 8 : Z — W, the infinite-dimensional notion
of a Gaussian prior is the one of a random map arising from a centred Gaussian process (see,
e.g., [19, 21] for background).

For example, if Z is a bounded smooth domain in RY, a Whittle—-Matérn process with
index set Z and regularity parameter o (cf. Example 11.8 in [19]) arises as the stationary
centred Gaussian process G = {G(z), z € Z} with covariance kernel

K(x,y)= fR Je TSR adE),  udg) = (1+ 1§ lIga) " dE. x.y e 2.

From the results in Chapter 11 in [19], we see that the reproducing kernel Hilbert space
(RKHS) of (G(z) : z € Z) equals the set of restrictions to Z of elements in the Sobolev space
H*(R?), which coincides, with equivalent norms, with the Sobolev space H*(Z) over Z.
Moreover, one shows (as in the proof of Lemma 1.4 in [19]) that G has a version with paths
belonging almost surely to the Holder spaces C F'(Z) for all B’ < a —d/2, and thus defines a
Gaussian Borel probability measure on ® = C(Z) whenever « > d/2 (and, in fact, in C#(2)
for any B < B’).

A key challenge for implementation is of course the computation of the posterior distribu-
tion in such settings. When the forward map ¥ is linear then one can show that the posterior
distribution (6) will also be a Gaussian measure on ® so that posterior sampling is fairly
straightforward (see [31] and, for concrete implementation with Whittle-Matérn priors, e.g.,
[39]). In the case where ¢ is nonlinear, so that the posterior is not Gaussian any more, MCMC
methods can be readily used as long as the forward map (and possibly its gradient) can be nu-
merically evaluated, providing feasible statistical methodology for nonlinear problems; see,
for example, [5, 12, 13, 29, 31, 32, 40, 54] and also Section 2.6 below. Computational guar-
antees for convergence of such algorithms are also available in the high-dimensional and
nonlog-concave setting relevant here; see [27, 45] and references therein.

Regarding statistical (frequentist) properties of posterior measures, the case of linear ¢ is
again fairly well understood due to the explicit Gaussian structure of the posterior distribu-
tion, we refer here only to [2, 22, 26, 34, 35, 39, 51] and references therein. The nonlinear
case, however, remains a formidable challenge. While consistency and contraction rates for
Bayesian methods have been established very recently in some settings [1, 23, 40], no guaran-
tees are currently available for the task of uncertainty quantification investigated here (except
for [41] to be discussed below).

To address this challenge, we will prove Bernstein—von Mises theorems, which entail that
under suitable hypotheses the non-Gaussian posterior measure I1(-|Dy) is approximated,
in the sense of weak convergence, by a Gaussian distribution with a canonical covariance
structure. Our results will hold in Pej(\)/ -probability, where 6y is the ground truth parameter
generating the data (4), and for all linear functionals (0, ¥);2,6 ~ I1(-|Dy), with ¢ a test
function. To limit technicalities, we assume that both 6y and i are smooth—relaxing such
conditions is possible (adapting arguments from [41]) but not the scope of the present paper.

Rigorous statements will involve an arbitrary metric dyeax for weak convergence of prob-
ability measures on R (see [16]). If E Mg\ Dy] is the posterior mean (a Bochner integral in
C(2)),if [TY(-|Dy) denotes the (through Dy random) probability law of

VN(o — EM[6| Dy, Yz 0~ TICIDW),

and for a normal N (0, 0@) distribution with variance 0*1/2/ to be specified, we will prove limit
theorems of the form

P N
b0

®) dyeak (1Y (-1DN), N(0,07)) = °, o O.
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When (8) holds, we shall often just say that

V'N{o — EM[6|Dy], gll)L%(Z) —4N(0,07)

in PGIX -probability, where —¢ denotes convergence in distribution. We obtain general results
of this kind in Section 3 but first give their explicit consequences for the main examples (2)
of the Schrodinger equation and non-Abelian X-ray transforms.

2.3. Normal approximation for the Schrodinger equation. We now consider an inverse
problem for a steady state Schrodinger equation. Such problems have applications in photo-
acoustic tomography [3, 4] and have been studied recently in the Bayesian inference setting in
[41]. For a bounded smooth domain X = Z in RY, d e N, with boundary X, let A = ¢ equal
the Lebesgue measure on X normalised to one. Then consider solutions u ;s of the elliptic
boundary value problem

1
) 5Au—fu=0 on X,

u=g ondxXx,

where f : X — (0,00), is a positive potential, where A is the Laplacian, and where g :
0X — [gmin, ©°), gmin > 0, are given smooth ‘boundary temperatures’. For 6 € C(X), we
will parameterise f = ¢ 08 where ¢ : R — (fmin, ), fmin > 0, is a smooth bijective ‘regular
link” function chosen as in [44], satisfying in particular ¢(0) = 1 and ¢’ > 0. We shall write
¢ (0), ¢’ () for ¢ o6 and ¢’ o 0, respectively, when no confusion can arise. In the notation
from earlier in this section, we set

GO) =ugop € L3(X), V=W=R,

where we note that for f =¢ 06,0 € CPx),B>0,a unique C2-solution u s of (9) exists
by standard results for elliptic PDEs [20]. Measurements in (4) are thus collected throughout
the domain X' —results for the case where only boundary measurements at d X" are available
(‘Calderén type problems’) will require a different approach as the inverse problem is then
statistically ‘severely-ill-posed’ (see [1]).

Now draw 6’ from an «-regular Whittle-Matérn Gaussian process (cf. Section 2.2) sup-
ported in C#(X) for 0 < B < a — d/2, and let the prior IT = I1y be the law on ® = C#(X)
of the random function

0’ (x)

(10) W, xeX.

The N-dependent rescaling provides additional regularisation of the posterior distribution
which is crucial to deal with the global nonlinearity of the inverse problem in the proofs (cf.
also Remark 3.5 in [40]).

To state the following theorem, define the space C°*2(X’) consisting of real-valued func-
tions f € C°°(X) such that the partial derivatives (D’ f)1ax = 0 vanish for all multiindices
Jj of order 0 < |j| < 2. Evidently, C*(X) C C %.2(X). We also introduce the Schrédinger
operator

1
Selw] = SAw - fw, weC*X),

appearing in the expression for the asymptotic variance. The following theorem extends re-
lated results in [41] to Gaussian process priors, and to the more realistic measurement setting
(1), if the true parameter 6y and test function y» define appropriate elements of C*°(X).
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THEOREM 2.1. Consider the prior Iy from (10) with integer regularity « satisfying

o oa—d 1
(11) > —.
20+da+2—-d/2 3

Let 6 ~ T1(-|Dy) where T1(-| Dy) is the posterior measure (6) on ® arising from observations
Dy in model (4) with 4 (0) the solution of the Schridinger equation (9), f = ¢ o 6, and
where ¢ : R — (fmin, ), fmin > 0, is a regular link function. Denote the posterior mean by
Oy = EM[0|Dy1, and let € C*2(X). Assume fo = ¢ o 0y for some 0y € C®(X) such that
infyecx fo(x) > fmin- Then we have, as N — oo,

VN(O — 0Oy, V) 1211 DN =>4 N(0,0%(fo, ¥)) in Py -probability,
and moreover, that
VNN =00, 9) 122y = N (0,07 (fo, )

where the asymptotic variance is given by

2

(12) o*(fo. V) = H&r[ﬁ}

L2x)

The boundary conditions u = g > 0 on d X" and regularity assumption 8y € C*°(X’) ensure
that the inverse of the underlying information operator (which is an elliptic order-4 type
operator; see (44) below) exists and maps C %.2(X) into C*(X). This fact is used crucially
in the proofs and also implies finiteness of o( fo, ¥) in (12).

In the proofs, we establish a nonparametric contraction rate 8y — 0 of the posterior mea-
sure about 6 in || - ||so-distance. The rate 8y improves if the Gaussian process prior model
is more regular. To control nonlinear semiparametric bias terms in the Bernstein—von Mises
approximation, we require N 513\, = 0(1) in our proofs, giving rise to the condition (11). For in-
stance when d = 2, this requires & > 10. This can be weakened by obtaining a faster rate than
SN (the optimal rate is obtained in [41] for more restrictive measurements and non-Gaussian
priors), but we do not pursue this issue here as we require 6y € C°°(X) at any rate (for the
mapping properties of the information operator).

2.4. Normal approximation for non-Abelian X -ray transforms. We now present results
comparable to those from the previous subsection for the non-Abelian X-ray transform as
considered in [40, 49]. Applications to neutron spin tomography can be found in [28, 55]; see
also Section 1.2 in [40].

We let M C R? be the closed unit disk with boundary 8 M. We consider lines in the plane
(i.e., geodesics) parametrised by y (t) = x + tv, where x € R? and v is a direction on the unit
circle S'. We only want those lines intersecting our region M of interest and further introduce
the influx and outflux boundaries as

3 SM ={(x,v) €M x S' :x - v <0},
d_SM ={(x,v) €M x S':x-v >0},

where - is the standard dot product in the plane. If we take (x,v) € 94 SM, then the line
y(t) = x + tv will exit the disk in time

T(x,v):=—2x-v.
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Let ® : M — C"*" be a continuous matrix field. Given a line segment (geodesic) y :
[0, T] = M with endpoints y (0), y () € dM, we consider C"*"-valued functions U = U (¢),
0 <t < 7, solving the matrix ODE

%U(r) +O(y))U@) =0, U(r)=Id.

We define the scattering data of ® on y to be Co(y) := U(0). This problem, backward
in time for convention here, is well posed and leads to a unique definition of U (0), con-
taining information about @ along the geodesic y. Note that when & is scalar, we obtain
logU(0) = [y ®(y(1))dt, which is the classical X-ray/Radon transform of @ along the ray
y. Considering the collection of all such data makes up the non-Abelian X-ray transform of
@, viewed here as a map

(13) Cop: 0:SM — CV",

and the goal is to recover ® from Cg. Inverting Abelian and non-Abelian X-ray transforms
are examples of inverse problems in integral geometry, an active field permeating several
tomographic imaging methods; see also the recent topical review [30]. We are most interested
here in the case where @ takes values in the Lie algebra so(n) of skew-symmetric matrices
associated to the special orthogonal group SO(n). In this case, the scattering data Ce maps
into SO(n) and the map ® +— C¢ is known to be injective [17, 47, 49]. Also, for n = 3 this
is the relevant problem for neutron spin tomography [28, 55].

Since M is the unit disk, we can parametrise its boundary (the unit circle) dM with an
angular variable ¢; similarly, the vectors v pointing inside M can be parametrised with an
angular variable ¢ € [—m /2, /2] (fan-beam coordinates). The influx boundary 04 SM can
hence be equipped with a normalized area form A, dA := d¢ de/2m?. The other common
measure in use is cos ¢ dA (the symplectic measure) and as we comment below in Remark 2.3
the ramifications of choosing one over the other in terms of the Fisher information operator
go quite deeply. In this paper, we work exclusively with A as in [40].

The non-Abelian X-ray transform can be cast into the general statistical model setting
from (4) as follows: We set Z = M endowed with its volume element ¢ = dx, and X =
04+ SM with X defined above. The vector spaces V = W can be taken to equal the space of
n x n real matrices with Frobenius inner product (-, -)r. The standard elementwise basis
ejk =0k, 1 < j, k <n,of V then allows to realise the random vector ¢ ~ N (0, Iy) as the
ii.d. sequence ¢ ~ N(0,1), 1 < j, k < n, considered in the noise model in [40]. Next,

we let ® = th:m](su(")) C (M) denote the space of all continuous maps defined on M taking
values in so(n). Identifying & = ®, the nonlinear forward map is then ¢4 (6) = Cy = C¢ from
(13).

The linearisation I, of ¢ at ) provides a bounded linear map from Lg (M) to L%(8+ SM)
with adjoint ]I;O : L%(a+SM ) — L?(M ); see Section 6.1. There it is further shown that for
0o € CX°(M, so(n)) the information operator ]I;O}Lgo is invertible on C*®° (M) = C*®°(M, V), in
particular,

(14) Y eC®(M,s0n) = ¥ =(I; L) " ¥ € C®(M, s0(n)).

To construct a prior IT on ®, we follow [40] and construct a so(n) valued matrix
Gaussian random field on M by taking i.i.d. copies of Gaussian process priors B; : j =
L,...,dim(so(n)). For each component B;, we first draw an a-regular (¢ € N) planar
Whittle-Matérn Gaussian process 6’ on M (cf. Section 2.2), with law on C(M) denoted
by IT". Then we choose as prior for B; the law of

/
‘) 0, ~11,

0= N1/Qa+2) 7
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the rescaling playing a comparable role to (10). The product prior probability measure on
0= X?an(so(”)) C(M) arising from these coordinate distributions will be denoted by ITy.
The following theorem holds for arbitrary smooth test functions ¥ : M — so(n). As the prior
and posterior are measures concentrated in so(n) valued matrix fields, it is natural to require
the same range constraint on the test function v appearing in the dual pairing (6, ¥);2.
Further remarks paralleling those following Theorem 2.1 about the conditions on 6, « apply

to the next theorem as well.

THEOREM 2.2. Consider the preceding Gaussian prior I1y with integer o« > 8. Let 6 be
drawn from the posterior distribution I1(-|Dy) from (6) on © arising from observations Dy
in model (4), where 4 (0) is the non-Abelian X -ray transform. Denote the posterior mean by
Oy = EM[0|Dy], and let € C*°(M, s50(n)). Assume 6y € C2°(M, 50(n)). Then we have as
N — oo and in ngg -probability, the weak convergence

) -1 2
VN(O — by, 1/’>L§(M)|DN —4 N (0, HG()(HZOHO()) 1//”L§(8+SM))’

and moreover, that

VN 6y — 60, ) 120 -4 N(0,

-1, 2
]IGO(H;()HQO) 1ﬁ“Li(mSM))-

REMARK 2.3. The inversion of Hzo]leo as stated in (14) has its own independent interest
and it is one of the innovations of the present paper. In general, for geodesic X-ray trans-
forms, the inversion of the Fisher information operator is a delicate problem and its solution
depends on the measure chosen on the influx boundary 9. SM as this choice determines the
adjoint ]I;O. There are two commonly used measures and in both cases the Fisher information
operator becomes an elliptic pseudo-differential operator of order —1 in the interior of M.
However, its boundary behaviour is sensitive to the choice of measure, and given the non-
local nature of ]I;O]Igo, one must understand finer mapping properties that include boundary
effects. In [39], we considered (in the Abelian case) the Fisher information operator for the
symplectic measure, that is, the natural measure on the space of geodesics (also the measure
naturally produced by Santalé’s formula). In this case, it turns out that I[;O]Igo extends as a
pseudo-differential operator to a slightly larger manifold containing M and one can make use
of transmission properties as developed by Hérmander and Grubb [25]. The upshot of this
analysis is the need to incorporate a blow up at the boundary of type p~!/? (where p is dis-
tance to the boundary) when proving Bernstein—von Mises theorems. In contrast, the second
choice of measure, which is given by the canonical volume form A on the influx boundary—
and the one chosen in this paper—exhibits different behaviour and ]130]190 does not extend
as a pseudo-differential operator to any neighbourhood of M. To study the behaviour near
the boundary in the case of the disk, we take advantage of the recent developments in [38]
which deliver nonstandard Sobolev scales with suitable degenerations at the boundary. The
inversion in (14) is the first result of its kind and hints at a more general picture valid on any
nontrapping manifold with strictly convex boundary and no conjugate points.

2.5. Application to uncertainty quantification. Bayesian uncertainty quantification for
functionals (0, vr) 122y is based on level 1 — & Bayesian credible sets

(15) Cy={veR:|v—(0, ¢>L§(Z)} <Ry}, M(CyIDy)=1-&, 0<&<],

where 6 = E l-[[0|D n] is the posterior mean. Construction of the interval Cy requires only
computation of that mean and of the quantiles Ry of the posterior distribution, both of which
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FI1G. 1. The six functions used (top row: a, b, c; bottom row: d, e, [), all drawn on the same color scale.

can be calculated approximately along a chain of MCMC samples (see also Section 2.6). In
particular, the asymptotic variances appearing in Theorems 2.1 and 2.2 need not be estimated.

Now using Theorems 2.1 and 2.2 with 0 £ ¢ € C*°, and arguing as in Remark 2.9 in [39]
one shows that the credible interval Cx has valid frequentist coverage of the true parameter
By in the sense that, as N — oo,

PN (0. ¥) 2z € Cn) > 1 =6, V/NRy S ol (1—8),

with Q(t) =Pr(|Z| <t),t € R, where Z is the (for ¥ # 0 nondegenerate) limiting normal
distribution occurring in Theorems 2.1 or 2.2. In particular, the diameter of this confidence
interval is optimal in an asymptotic minimax sense; see Section 3.3 for details.

2.6. Numerical illustration. We illustrate our theory by numerical experiments for non-
Abelian X-ray transforms, following the implementation detailed in Section 4 of [40] with
50(3) replaced by the (isomorphic) su(2). We fix the Euclidean metric on the unit disk, and
represent the disk as an unstructured mesh with 886 vertices. We choose an su(2)-valued
matrix field ® = ao| + boy + co3 as in [40] with o1, 02, o3 the Pauli basis matrices, and a,
b, ¢ smooth scalar components characterised by their values at the 886 vertices; see Figure 1.

For N = 600, then N = 1000, we compute C¢ over N geodesics drawn at random, whose
entries are then corrupted by additive noise with o = 0.1. The prior is set to be of Matérn
type with parameters o = 3 (and length-scale parameter £ = 0.2; see [40] for full details).

The preconditioned Crank—Nicolson (pCN) algorithm is then used to compute N; = 10°
iterations of a Markov chain {®,}, <y, targeting the posterior distribution of ®|Dy; cf. Sec-
tion 4, [40]. As the purpose here is to explore and display the main features of the posterior,
the initial condition is chosen as the ground truth @, which shortens the burn-in phase. The
sequence {q)n};ivélooo represents a family of posterior draws.

We fix three su(2)-valued test functions

V) =doy +eor + fo3, Wy =eo1 + for +dos, U3 = foy +dor + eos,
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FI1G. 2. Histograms of the MCMC chains for (left to right): (®,, V1), (Py, ¥3), (P, V3), rescaled as proba-
bility densities, and Gaussians with empirical mean m and variance 52 superimposed. Axes scales are uniform
across all plots. Red dot: true value; green dot: mean; black dots: m & 16 . Top to bottom: N = 600, N = 1000.
The spreads decrease from the top row to the bottom row, most noticeably by 25% on the left plot.

where the functions d, e, f appear on Figure 1, and we are interested in the statistics of
the smooth aspects (P, W1);2, (P, W2);2, (P, W3);2 of the posterior measure. Figure 2 dis-
plays histograms of the tracked quantities {(®,, W;);2,0 <n < Ny, j € {1, 2, 3}} along each
chain, illustrating both approximate posterior normality and concentration as N increases as
predicted by Theorem 2.2. Note that although all three test functions used have the same
L?(M) norm, the predicted asymptotic variances | Ig, (]I;O]Igo)_lkll f”i% (8,.5M) should differ
for 1 < j <3, as observed on Figure 2. The empirical posterior standard deviations further
corroborate the frequentist validity of the uncertainty quantification provided by these credi-
ble sets established in Section 2.5.

3. BvM in regression models with Gaussian process priors. In this section, we pro-
vide general conditions under which Bernstein—von Mises type approximations can be proved
for posterior distributions arising from Gaussian process priors in the general nonlinear re-
gression model (4). Theorems 2.1 and 2.2 will be deduced by verifying these conditions.

3.1. Analytical hypotheses. We start with the key hypotheses on the forward map ¢ from
(3). Recall that ® is a parameter set arising as a linear subspace of L (Z, W). The first
condition concerns the uniform boundedness as well as the global Lipschitz continuity of ¢
on O both for L? and || - || o norms. While restrictive, such assumptions are often satisfied due
to ‘compactification’ or ‘energy preservation’ properties of the PDEs describing the forward
map ¢. The second condition requires that ¢ is differentiable at the ‘true value’ 6y € ® in a
suitable sense.

CONDITION 3.1. There exists a fixed constant C > 0 such that we have

9@, <C, and [|9@6)-%©0)| <C|6o—6, foralls, 6 c®,

where either || - [I'= || - [| = || - loc Or | - " = ]I - 2 and |- I =1l - ||L§(Z)-



3266 F. MONARD, R. NICKL AND G. P. PATERNAIN

CONDITION 3.2. For 6y € ® and any h € ® suppose that as ||h]cc — O,
|9 6+ h) =9 ©0) — DGy [h]] 12, vy = Pao L] = o(I1]l)
for some operator
Iy = D% (O, () 12 (z.w)) ~ L3(X,V)
that is a continuous linear map. Moreover, we assume that g is also continuous as a map

from (®, || - |loo) = L(X).

When considering inference on linear functionals (, 6) 2z, of 0, the invertibility of the
‘information’ (or normal) operator H’;OHQO induced by Iy, in directions vy will be required.
Here,

Gy L V) > (0. () 2z

denotes the adjoint map of I, and we will employ the following condition on .

CONDITION 3.3. Given ¥ € © and Iy, from Condition 3.2, suppose there exists U=
Ve, € © such that (I} Toy ¥ — h) 12 (z.w) =0 forall h € ©.

We now turn to the choice of Gaussian process priors and their reproducing kernel Hilbert
spaces (RKHS). As is common in Bayesian nonparametric statistics [19, 62], we will require
assumptions on the small deviation asymptotics of the prior measure I1. While the displayed
probability in the following condition still involves the map ¢, one can readily use (3.1) to
simplify the condition to one involving only the prior small probabilities of |8 — 6| 12(2)-

CONDITION 3.4. The priors IT = I[1y consist of Gaussian—Borel probability mea-
sures on the measurable linear subspace ® of L°°(Z). The RKHS of Iy is given by
the linear subspace Hy of ®, with RKHS inner product (-, -)#,. Suppose further that

n 4 i —N&% 72
supy EHV ||0||L2(2) < oo and that for some sequence dy — 0 satisfying e "’V N* — y_,

0, some d > 0 and all N large enough,

7 (6N = TIN (|9 ©O) = G O0)] 12(x) < Sn) = expf{—dN3}.

Note that norms of tight Gaussian probability measures always have all higher moments
finite, but we require this bound to be uniform in N, hence the condition.

The next condition concerns an initial result about global contraction properties of the
posterior measure near the true value 6y € ®. For nonlinear inverse problems with Gaussian
process priors such results have recently been obtained in [1, 23, 40].

CONDITION 3.5. For a prior I1y as in Condition 3.4, consider the posterior distribution
[1(-|Dy) in (6) arising from data Dy in the model (4). Let the ‘ground truth’ 8y € ® generate
data Dy ~ PI(\)' ,and let (R, | - |lr) be a normed linear measurable subspace of L°(Z).

Assume that as N — oo and for real sequences Sy — 0, My > 1, such that /N8y — oo,

(16) (0 : 10llr < Mn, 10 —Oolloc < nIDN)=1— Opezg(mv)-

Here, ny = e_(L“)N‘S;ZV with L =2(2C? + 1) + d where C is as in Condition 3.1 and d, 85
as in Condition 3.4.
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Following ideas in [40], verification of Condition 3.5 can be based on i) a global stability
(or inverse continuity) estimate for the map 6 — ¥ (6), ii) a ‘forward’ contraction rate result
for the posterior law of ¢4 (0) about ¥ (6y) and iii) the fact that for rescaled Gaussian priors,
posteriors automatically concentrate (with high probability) on suitable bounded sets in reg-
ularisation spaces R = C? for some S related to the path regularity of the Gaussian process.
A general result providing bounds for (ii) and (iii) can be found in Theorem 14 in the Ap-
pendix of [23]. Stability estimates (i) are more problem specific—for the applications from
Sections 2.3 and 2.4 we rely on Lemma 28 in [44] and Corollary 2.3 in [40], respectively.

The preceding ‘regularised parameter spaces’

a7) Oy =1{0€®:0llr < My, 160 —60llco < SN}

play a key role in our proofs via the following quantitative condition that allows to control
the nonlinearity of the likelihood function of the model (4), the discretisation errors arising
from statistical sampling, and the sensitivity of I1y with respect to small perturbations in
-directions. Let _#n be an upper bound for the following (‘Dudley’-type) integral of the
Kolmogorov metric entropy of @y :

N
(18) 0z [ log2N (O, I s te)de, 5,60,

0
where N(Op, || - |0, €) are the usual e-covering numbers of the set ®y for the || - ||co-
distance (i.e., the minimal number of e-balls for || - || required to cover Oy ).

CONDITION 3.6.  Suppose that i = &90 from Condition 3.3 belongs to H y NR and that
it satisfies, for 6y from Condition 3.4 and || - |4, the norm induced by (-, -)#,,

(19) Jim Sy ([l = 0.

Moreover, for 8y as in Condition 3.5, suppose that as N — oo,

(20) VN8 Zn(1,8%) — 0.

Further for o a sequence such that for all N large enough and all ¢ € R fixed,

on > sup pg,[6 — 60 — (t/VN)Y ],
)Y,

assume that as N — oo,
1) max (N (o3 +ondn), VN _Zn(on, 1),8n\/log N _#2(on, 1) /o) — 0.

In prototypical situations where R equals a fixed ball in a Holder space C#(Z) for a d-
dimensional domain Z, and when the approximation in Condition 3.2 is quadratic (pg,(h) =
0(||h||go)), it can be shown (see Section 5.3) that Conditions (20) and (21) reduce to the
much simpler conditions

(22) N8y —0, and B> 2d.

The requirements on « in Theorems 2.1 and 2.2 ultimately arise from (22) via the initial
uniform contraction rate § obtained for the posterior distribution.
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3.2. Bernstein—von Mises theorems. Our first main theorem shows that the posterior dis-
tribution in our nonlinear inverse problem is asymptotically Gaussian when integrated against
fixed test functions ¥ € ®, and when centred at

. 1Y
(23) Yy =00, ¥)12z,w) + NZ<H90w90(Xi)’8i)V'
i=1
We recall that the next limit is to be understood in the sense of (8).

THEOREM 3.7. Let 0 ~II(-|Dy) be a posterior draw and assume Conditions 3.1-3.6
are satisfied. Then we have as N — oo and in Pglg -probability,

VN((0.9) 12(2) = IN)IDN = N (O, ooyl )-

To use an approximation as the last one for uncertainty quantification (as in Section 2.5),
we need to choose a feasibly computable centring statistic instead of the (infeasible) Wy .
A desirable choice, both for inference and computation purposes via MCMC, is the mean

(ON. V) 12z, w)  Where Oy = E'[0]Dy],

of the posterior distribution. [By uniform boundedness of ¢, (6) and Condition 3.4, the
Bochner integral E e | Dy1 can be shown to exists for any given data vector Dy .]

THEOREM 3.8. In the setting of Theorem 3.7, if Oy = E"[0| Dy denotes the posterior
mean, then we have as N — 00,

VN©O — 05, %) L2(2)| DN -4 N(0, ”HQO‘]’@O”%i @) Py — probability.
Moreover, as N — 00, we also have

_ d 7 2
VN 6y — 60, W)Lg(g,w) —“N(0, ||H90W90”L§(X,V))‘

3.3. LAN expansion and asymptotic optimality. We finally establish the local asymp-
totically normal (LAN) expansion of our model and deduce from it the semiparametric in-
formation bound (cf. [60, 61]) for inference on (6, V) 2(z. This implies the optimality of
Theorem 3.8 as long as I, is injective on O, as is the case in our model examples. [In the
Schrodinger case, injectivity of Iy, from (43) follows from the uniqueness of solutions of
(38) and positivity of u 7, ¢’(6p), while the injectivity of Ig, in the setting of Theorem 2.2 is
proved in [49].]

PROPOSITION 3.9. Suppose Conditions 3.1 and 3.2 hold true. Then the log-likelihood
ratio process in the model (4) satisfies, for every fixed h € L*°(Z) and as N — oo, the
asymptotic expansion

N
dP90+h/«/N

24 lo
(24) g J Pefj

1 2
(D) = Wiy () = 3 [T 13,y 0 (1)

for random variables

1 N
(25) N="= N Z ]Igol’l(X ) 81 _>§i\7—>oo N(O’
i=1

2
(] H L%(X,V))'
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Assuming also Condition 3.3 and that Iy, : © — L%(X ) is injective, the semiparametric in-
Jormation bound for optimal inference on the functional k(0) = (0, ¥) 2z, based on obser-
vations Dy is given by

(26) oo Vo017 v

PROOF. An expansion for £y (8y + h/~/N) — £y(8p) under PQI(\)' can be obtained as in

the proof of Proposition 4.2 (replacing 6, t1/~/90 by 6y and h, resp.), from which the LAN
expansion (24) can be derived without difficulty, and (25) follows directly from the central
limit theorem. To find the information lower bound for estimating the functional « (8), we
need to find the Riesz representer  of

k:(0, (- )an) > R, where (-, -)pan = (Ig,[]. ]190[']>L§(X)
is a Hilbert space inner product since Iy, is linear and injective. But Condition 3.3 implies

27) (oo han = (, T Tog [0 D)2 2y = (s V) 22y =K (), h €O,

hence k = 1}90 € 0, and arguing as in, for example, Section 7.5 in [41], the information lower
bound is given by (k, )1 AN, as desired. [

REMARK 3.10. By convergence of moments established in the proof of Theorem 3.8,
Nip 2 712
NEHO <9N - 90’ w>L?(Z) - ”]IGOwHLi(X)

as N — oo, and this is optimal in the minimax sense by the preceding proposition, as then,
by the semiparametric asymptotic minimax theorem [61],

. . 7 2 7
lim  inf sup NEY (Un —(0.9)12z)" = ||I[9()1//||22(X)-
N UN(Vx XN SRO:16—601 122 <1 vw »

In particular, no confidence region can have a smaller uniform asymptotic diameter as the
one constructed in Section 2.5.

4. Proofs of Theorems 3.7 and 3.8. We set o> = 1 to simplify notation. We follow ideas
from [7, 9, 41, 43] and prove a Bernstein—von Mises theorem by proving convergence of
the moment generating functions (Laplace transforms) of VN( (0, V)22 DN — \i!N) with
centring as in (23), which implies weak convergence (in probability), and thus Theorem 3.7.
This follows by obtaining LAN-type approximations of suitable likelihood-ratios within the
support of a suitably ‘localised’ posterior distribution. The stochastic linearisation as well as
the discretisation error are controlled by tools from empirical process theory in Section 4.3.
That one can centre at the posterior mean instead of N N (i.e., Theorem 3.8) will be proved in
Section 4.5.

4.1. Localisation of the posterior measure. We first record a standard stochastic lower
bound on the posterior denominator commonly used in Bayesian nonparametric statistics.

LEMMA 4.1. Assume Condition 3.4 holds for some 8y, d and let C be the constant from
Condition 3.1. Then PGI(\)/(CN) — 1l as N — oo where

Cy = U N O=N ) g11(9) > e—LNS?v}, L=2(22C*+1)+d.
®
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Moreover, if Ty is a measurable subset of ® such that
2
[I(Ty) < e PoNoy for some Do > L,
then as N — o0,

—(Do—L)Né&2
H(TN|DN)=0P€1(\)’(€ (Do—L) N):opezg(l).

PROOF. We apply Lemma 7.3.2 in [21] with P there equal to our ® and with p =d Pgl,
po=d Pgl0 the model densities for variables X = (Y1, X1) on (V x &X’) generating the i.i.d.
data (4) for respective choices of 6, and with probability measure v = I1(-N B)/I1(B) on the
set B = B, C © defined in that lemma. If we define sets

By = {9 €0: ||g4(9) — 9 (6o) ”LE(X) = (SN}
then B(y) C Be for e = +/2C?% + 18y since, noting that —log(p/po) = £1(6y) — £1(0) in the

notation (7), standard computations with likelihood ratios (e.g., Lemma 23 in [23], or page
224 in [19]) and Condition 3.1 imply

1
Ejy[160) — €10)] = S[9©) — @072 .

Ej [6160) — 61O < (2C* + 1)[9©0) = 400 12 2,

We hence obtain from that lemma (with ¢ = 1), as N — oo,

1
PN(/ SNO—ENE0) 11 () > ¢~ 2QCHDNS (B ><——>O

Now the first limit follows since ® D B, and since I1(B¢) > I[1(By)) > w(6n) > e—dNGy by
Condition 3.4. Finally, we see on the event Cy that

N O)—tn ©0) 41T (0
Jrye ) -

LN&2
Jo e @Ot @ gri(e) ~ ¢ VZN

[I(Ty|Dy) =

where Zy = fTN etV O—tv ) g11(9) = OPGI,V (e_D0N512V) by Markov’s inequality since Fu-
0

bini’s theorem and Eé\éegN(G)*ZN(GO) =1 imply E%ZN <I(Ty) < DN O

Now since & from Condition 3.3 defines an element of the RKHS Hy of I1y by Con-
dition 3.6, if 6 ~ Ily then by properties of RKHS the variable (6, ¥)4, has distribution

N, ||y ||“2HN)~ Hence if we define

Ty = {9 : M > V2L + lﬁaN},
1 134

then the tail inequality for standard normal random variables implies that I1(Ty) <
e~ QLTINS , and hence the previous lemma applies, so that for ® from (17) and

- - _ 2
(28) Oy :=OnNNTf wehave IT( fleN):OP(%/(e (L+1)N8N)=0P91(\)/(1)

as N — oo, using also Condition 3.5. In the proofs that follow we consider 6 ~ e~ (-|Dn)
where the posterior (6) is taken to arise from prior probability measure
M(-NBy)

new |
M(Oy)
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equal to IT restricted to Oy from (17) and renormalised. Indeed, Condition 3.5 and standard
arguments (e.g., page 142 in [61]) then imply, for || - ||rv the total variation distance on
probability measures on ©, that as N — oo,

(29) ITI¢-1Dw) - l'I@N(-IDN)HTV < 2M1(8%|Dy) — % o,

— N
and then also dyeak (IT(-|Dx), TI®N (-|Dy)) — T 0 for any metric dyeax for weak conver-
gence. It hence suffices to prove Theorem 3.7 for [19¥ (.| Dy) instead of T1(-|Dy).

4.2. Uniform LAN approximation of the posterior Laplace transform.
PROPOSITION 4.2.  For 6,y € © and ¥ = 1}90 from Condition 3.3, define

0wy =60— —=g, teR

t
VN
Let W ~ be as in (23) and Oy as in (28). Then we have for every fixed t € R and a sequence
Ry =0P9N(1) that as N — o0,

0

Jo,, €V dr1(6)

RN
X
Jo, @ atie)

E™ N[CXP{“/_( 0. %) 12z — Wn)}IDN] = e? ”H"OW"L%M

PROOF. For Wy as in (25) with h = 1/, the posterior Laplace transform equals
EH(:)N [et\/ﬁ«eaw)LZ(Z)_\i{N) |DN]

f()N VN (6—6o. V)22t WNHEN (0)— EN(9<z))+€N(9(t>)dl—[(0)

Jo, ¢V ® d11(6)

The main step in the proof is a uniform in # € ©y perturbation expansion of the log-
likelihood ratios under Pejg , recalling (7) and 0 =1,

En(O) —En(O))
N

(1v: =2 @ X5 = ¥ = 9O XD|})
1

w|~

(||f4(90)(X ) =GOV X)) + e[y, — 900 (Xi) — GO (Xi) + &)

|I II
Mz ﬁl\ﬂlﬂ:

(&1, 9 00)(Xi) =G (O)(X)y — (&1, G (00)(Xi) — G O1))(Xi))y)
1

N
Z (1% @0)(X1) = 2O XDy — |9 00)(X0) =GO XD)|y) =1 +11.

l\.) |

About term I, we ‘linearise’ the map ¥ at 6y in each inner product to obtain
N

=" (ei, D%, (X6 — 6011}y
i=1

N
+ Y (6, GO)(Xi) — 4 (00)(Xi) — DLy (X6 — 60l
i=1
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N
- Z(Si, GO (Xi) — G (60)(Xi) — DLay (X [0y — bol)y

f Z &, DG (XD[W), + R)(©) — Ry ()

=tWn + R)(0) — R (9),
noting that 69y = 6 and where the ‘remainder empirical processes’ are given by

N
Ry = Z(Ei, G O1)(Xi) — G (60)(Xi) — DGao (X [0y — Ool)y -
i=1
We show in Lemma 4.3 below that for all ¢ € R fixed,
30) sup \R(,)(Q)\ = OPN(I)
96@1\/

so that these terms form a part of the sequence Ry .
For term II, we write EX for the expectation under the X;’s only so that

1
5 Z (1960 (X)) —9O) XD |y — EX[9©@0) (X)) — 9@ (XD

[\)

— [#60) (XD =4 E) XD T, + EX |90 (X) — 9@ (X)|7)

N N

The sums in the first two lines are empirical processes and are shown in Lemma 4.4 below to
be o pY (1) uniformly in 6 € ®y for every fixed ¢, and can thus also be absorbed into Ry .

For the terms in the last line of the last display, we can further decompose
| ©0) — % @)l 1)
=9 6«)) — 4 (60) — DG, [0y — 601 + DG [6r) — 0] ||i2(X)
= | D%, [0, — 00172 )
+2{D%,[01) — 001, 9 (1)) — 9 (60) — D%y [0r) — O01) 121
+ 9 O y) — 9 60) — DGy [0y — 60172

including also the case 6 = 6(g) by convention for = 0. Now using Conditions 3.2, 3.6
and the Cauchy—Schwarz inequality the last two remainder terms are bounded by a constant
multiple of

GSlg) [08, Oy — 00) + 10y — Boll 1206, Oy — 00)] S o + ondy = 0(1/N).
€y

The remaining terms in the expansion are
rooT2
D%, [9 — 60— —w}

2 7

= —t/N(D%y,[0 — 601, DGy, [V/] >L2(X - +Z || DYy [ 91721

2
o, ~ 1D = 001

=—tV/N(o — QO’HGO]I@o‘ﬁ)LZ(Z W)+ HHOO[W”LZ(X V)
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which, combined with Condition 3.3, the bounds from term / and the identity in the first
display in this proof, implies the result. [J

4.3. Stochastic bounds on remainder terms and discretisation error. The following two
key lemmas use tools from infinite-dimensional probability to bound the collections of em-
pirical processes appearing as remainder terms in the proof of Proposition 4.2. While that
proposition considers localisation to the sets ®y, the following bounds actually hold uni-
formly in the larger classes ®y from (17).

LEMMA 4.3. We have (30).

PROOF. For t fixed, define new functions gg : X — V as

80 =9 (01))(-) —9(00)(-) — D%y, ()[0¢) — 0ol
Then the remainder term from (30), viewed as a stochastic process indexed by 6 € ® y, equals
a centred (since Ee; = 0) empirical process for the jointly i.i.d. variables (X;, &;) of the form

N
ERACOME < Z
j=1

i=l

pv N

ZZ&]&'O j(Xi)

j=li=l

Zgz j 80, ](X)

i=l1

Ry (®)| =

Here, g, ; are the entries of the vector field gg € V, and the ¢; ; are all i.i.d. N (0, 1) variables.
We will now bound the supremum over ®y of the each of the last py summands by using
a moment inequality for the empirical process {Z 1 fo(Zi) : f € F} where, for every 1 <
Jj < p fixed (and with e denoting a real variable in this proof in slight abuse of notation),

foe F=Fj={fo(z) =egp j(x):0 €Oy}, z=(e,x)eRx X,

and Zy, ..., Zy are i.i.d. copies of the variables Z = (¢, X) ~ N(0,1) x A = P.
We will apply Theorem 3.5.4 in [21] but to do so need to calculate some preliminary
bounds: First, by independence of X, ¢, the ‘weak’ variances of F are of order

sup Efez(Z) sup Ege (X) < sup ,090(90) —6y) < O’N
0e®py 0ecON fe

by Conditions 3.2 and 3.6. Next, by Condition 3.1, the Loo—norm mapping properties of D%,
(Condition 3.2) and the definition of ®y we have

sup 186, jlloo S 16) — Golloo S SN (1 + 1V ll0) S

961\/

As a consequence, the preceding empirical process has pointwise envelopes
sup | fa(e,x)| <leldy = Fy(e,x) V(e,x) eRx X,
96@1\/

in particular Fy > 0 P-a.s. and
IF 172 p) = fR N@AP@ S8y Il = fR L Fi@do@ =8sp,

where, for any (discrete, finitely supported) probability measure Q on R x X', we have set
sZQ = Jrx Xede(e, x). Finally, we have again from Conditions 3.1 and 3.2, and for any

0,0’ € ® and some fixed constant cg that

1fo = forllizg) = / [ [ e(e0.it0 = w00 a0, )

IA

sollge.;j — 8o, jlloo
5o (1960 =90 | o + 1Tao [0y — (1)1 o)
CO||FN||L2(Q) H9 - Q/HOO/SN-

A

A
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We conclude that any 8ye/co-covering of ®y for the norm || - ||oo induces a IENz20)€-
covering of F for the L2(Q) norm, and so J(F, F,s) in (3.169) in [21] is bounded by a
constant multiple of our _Zy (s, SN) (using also Lemma 3.5.3a in [21]). With these prepara-
tions, we can now apply Theorem 3.5.4 in [21] where for our choice of envelope Fy we can
take [|U||,2(p) in that theorem bounded by a constant multiple of /log N. 8y (using indepen-
dence of X, ¢ and also Lemma 2.3.3 in [21]). The upper bound (3.171) in [21] then implies
that

JIogN&3, 73 (on /b, SN):|
VNoy

which in turn, using the substitution 8y € = p in (18), is bounded by a constant multiple of the
maximum of the second and third terms appearing in (21). Hence the remainder terms from
(30) converge to zero in expectation, and then also in probability (by Markov’s inequality).
(Let us finally note that, strictly speaking, the application of Theorem 3.5.4 in [21] requires
0 € F and F countable: If ||6p|lr < My, then gg =0 for 6 =6y — (t/~/N)¥ € Oy and N
large enough, so 0 € F. Otherwise we can recenter fy at fp, for some arbitrary 6, and use
a standard (one-dimensional) moment bound for E| ZlNz 1 fo.(Z)] < V/Noy — 0. One then
applies the previous argument to the class F — fp,, so that the same overall bound holds
true also in this case. Finally, by continuity of 6 > gy ; on the totally bounded set ®y, the
supremum of the empirical process can be realised over a countable dense subset of @y, so
the assumption that F be countable can be met, too.) [

N
> fo(Zi)

i=1

E sup

< \/NmaX[SN/N(UN/SN» SN,
HeOy

LEMMA 4.4. We have for any t € R that

N

Sup 2 (19@0) (X =% @)Xy = EX |9 00 (X) = F O XD][y)| = 0p (1)
€ON [ =1 )

PROOF. We will obtain a bound for the supremum of the empirical process
{vazl(f(X,-) — Ef(X;)): f € F}, this time with indexing class

F={fo=1900() =400} 16 € Oy},

Using Condition 3.1, the envelopes of F can be taken to be
2 -
sup |4 (60) — 4002 S sup 160 — b llze S 53 = F,
96@1\1 96@1\/

and we also have, since [|¢ ()|~ < C by Condition 3.1, that
Ifo = forloo S 16— 0]y, V0,6"€Op.

This implies, similar to the proof in the previous lemma, that a cogjzve—covering of ®y for
the || - loo-norm (and ¢o a small but fixed constant) induces a || F || 2(€-covering of F for
the Lz(Q)-norm (Q any probability measure), and that the functional J (F, F, s) in (3.169)
in [21] is bounded by a constant multiple of our ¢ (s, 8_%,). The convergence to zero required
in the lemma now follows from Theorem 3.5.4 in [21], in fact, Remark 3.5.5 after it, the
requirement (20) from Condition 3.6, and Markov’s inequality. [

4.4. Gaussian change of variables. We now control the ratio of Gaussian integrals ap-
pearing in Proposition 4.2.
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PROPOSITION 4.5. As N — oo, we have for any fixed t € R that

f(:)zv PONMCOY dT1(6) Py
0
f@N e!N O dT1(0)

PROOF. If we denote by I1; the Gaussian law of 6y =6 — (t/ VN )1}, then the Cameron—
Martin theorem (e.g., Theorem 2.6.13 in [21]) provides the formula for the Radon—Nikodym
density of

drll,; t
dll VN

The ratio in the proposition thus equals

2 -~ ~
®) =exp{ 0. )30 — Z’—NHW&N}, 6~ 0,9 € Hy.

(¥,

— IR L (9,9)
e 2Ny féNteKN(ﬁ)em Hy dT1()

5. €N © dT1(0) . where Oy, = {0 : 0 € On}.
N

Uniformly in 6 € T C ®y from (28), we have as N — oo that |(t/~/N){0, ¥)auy| S
5N||‘/~f||HN — 0 by the requirement (19) in Condition 3.6, which also implies that
(/N |¥ 113, = o(1) since 1/+/N = 0(8). Now since

i . i - 2o
—— sup [(0, ¥)ay| < —= sup (0, ¥)ay| + < V]
\/ﬁz?e(:);\;,t’ N‘ «/ﬁeem‘ N| N Ha

we deduce from what precedes that the last ratio of integrals equals

_ Oy (0 =
Jou, €N AI®) ) @yl Dy)

e =e = .
f(:)N etv©) dT1(0) [M(®y|Dy)

The denominator converges to 1 in Pelg -probability by (28), and so does then the numera-

tor, using again (28) and that 7|V |leo/~'N = 0(8x) and t||¥/|lr /v N = o(My) under the
maintained assumptions. [

Combining Propositions 4.2 and 4.5, we have shown that for all f € R, as N — oo,

o . I,
(31) E™ N [exp{t/N (10, )12z~ ¥W)HDN] = exp{zﬂﬂeolﬁHLi(X)}
in PQI(\)' -probability and, therefore, using also (29), for 6 ~ I1(-|Dy),
1 d 72
(32) VN((OIDN. V) 1202, — Un) = N(O. s 1172, )

by the in PQI(\)] -probability version of the usual implication that convergence of Laplace trans-
forms implies convergence in distribution (see the Appendices of [41] or [9]). This completes
the proof of Theorem 3.7.

4.5. Convergence of the posterior mean. The proof combines ideas from [6, 39-41]. The
key lemma is the following stochastic bound on the posterior second moments.

LEMMA 4.6. Under the hypotheses of Theorem 3.8, we have

NEH[((Q, w>L§(g) - li’N)2|DN] = OPG%I(I)
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PROOF. The left-hand side in the last display is bounded by

I1 2 7 2
2N E[(0 = 6091} 5| D]+ 2N (U = (00,9 2z)

and in view of (23), the second term in the last decomposition is bounded in POIX -probability
by the central limit theorem applied to Wy from (25) with 7 = 1}90 (one also applies the con-
tinuous mapping theorem for x — x2 and Prohorov’s theorem to deduce from convergence
in distribution of N W]%, that it is uniformly tight.)

It hence remains to bound the first term in the last decomposition. Define Ay = {||0 —
Bolloo <8y} C O and write the first quantity in the last display as (two times)

I1 2 I 2
(33) NE [(0—90,1//)L§(Z)1AN|DN]+NE [<9—00,¢>L§(Z)1A%|DN]=1+H.

To deal with term II, we apply the Cauchy—Schwarz inequality to obtain the bound

NJENL(O = 60, 9, DW1TI(10 = Golloc > 31Dw)

and we now show that this term is bounded in ngg -probability: Using Condition 3.5,
Lemma 4.1, Markov’s inequality and Eé\é VO —tn®) = 1 we indeed have

PY (EM[(0 — 60, v)*IDNITI(I16 — 6o llc > Sn1DN) > N72)
< PY(E"[{0 — 60, ¥)*| Dy e~ OV > N72) 1 o(1)

v Jol0 =60, p) et O~ g1 (6)
T o eV @—tn@0) gT1(H)

>€“+MW%N‘{CN>+00)

_N§2 _
< ¥ lj2zye V¥N? /O 16— Boll 72z Egge™ P~ ™ a119) + o(1)

§Nze_N512V +o0(1)—0

as N — oo, by hypothesis on éy, I1y. Collecting what precedes implies that the term /I in
(33) is indeed OF, (1).

The next step is to bound the term / in (33). Recalling that I'I(:)A_’ [-|Dy] denotes the poste-
rior distribution arising from prior restricted and renormalised to ® y, we decompose

NEM[(6 =60, V)72 z) 14y DN]

©)
= NE"[(6 — 60, ¥)71z) 14| D]

+NE[(6 =00, )72 z) L ay | DN] = NET U [(6 — 60, 9)7 22y Lay D]
=A+B.

For term A, using x2 < 2e*, x > 0, the definition of \ifN from (23) and Wy = OPHN (1) with
0

h = 1/790 from (25), the limit (31) at r = 1 implies that for all N large enough and some
v =opy(D),

1 712
W +ry 3 ey ¥l%,
A <2eWNTTN 2T TN y)

and hence this term is stochastically bounded.
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Finally, by definition of the events Ay, the term | B| can be written as

N[ (=60, 1)}2 ) [N E1Dx) — N G1D)]

< N&HIW 712 ITLCIDN) = IOV CIDW) 1y
S NET(OYIDN) S N8 Oy (e HHIN) = 0 (1),
0 0
where we have used (29) and (28), completing the proof of the lemma. [J

Now to prove the theorem note that by (32) and (8) we have for
ZnlDy = VN (0. 9) 2z = UN)IDn, Z~ N0, Tag P 1175 )
and dyeqak any metric for weak convergence of laws £(-) on R,
N

(34) duea(L(ZN DN, L(2))) =0 0.

The idea of the proof of follow is that the previous lemma implies (by uniform integrability)
convergence of moments in the last limit (34), and thus that, since EZ = 0, the posterior mean
equals Uy up to a stochastic term of order o(1/+/N). However, as the probability measures
L(Zn|Dy) to which this argument is applied are random via the data Dy, the proof requires
some care. We will employ a contradiction argument: To prove Theorem 3.8, it suffices by
Theorem 3.7, Slutsky’s lemma and (25) with & = g, to prove that as N — oo,

(35) VN((E™[6|Dy], Wiz y) =Pro,

where we write Pr for the probability measure PGIEI on the underlying measurable space

(€2,8):=(V x )N, 8) supporting all data variables (Dy, N € N). Suppose the last limit
does not hold true. Then there exists Q' € S of positive probability Pr(2’) > t and ¢’ > 0
such that along a subsequence of N (still denoted by N) we have

(36) |¢N«EHB”DN®DLWthy—®N@»Hz§/>0 forwe Q.

Now since convergence in Pr-probability implies Pr-almost sure convergence along a subse-
quence, we can extract a further subsequence of N such that (34) holds almost surely, that is,
on an event ¢ C 2 such that Pr(£2g) = 1. For each fixed w € ¢, we can use the Skorohod
imbedding (Theorem 11.7.2 in [16]) to construct (if necessary on a new probability space)
new real random variables Zy, Z such that their laws satisfy

L(ZN) = L(Zy|Dy(w)), L(Z)=L(2Z), Iy =3 Z,

and we also know by Lemma 4.6 that EZ]Z\, = E[Z2 | Dy (w)] = O(1) for all w € Q/ C Qo
of probability Pr(Q ) > 1 — 7 as close to one as desired. But this implies that the (Z N:NE€
N) are uniformly 1ntegrable real random variables so that almost sure convergence implies
convergence of first moments ([16], Theorem 10.3.6), that is,

E|Zy|Dn(@) = Z| = E|ZN = Z| 5 N0 0
for all w € €. In particular then, using also Fubini’s theorem,
VN(ET[0I1DN @)]. ¥);2 — ¥y (@) = EN[VN (0. ¥) — In) | Dy (@)]

(37
— EZ=0

for w € €. But if the last limit holds for all w € ©(, with probability Pr(,) > 1 — v we have
a contradlctlon to (36) (as then Pr(2) > Pr(Q) + Pr(Q )>1—1t4+1= 1) completing the
proof of (35), and thus of the theorem.
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5. Proofs for non-Abelian X-ray and Schrodinger equation. The proofs proceed by
verifying the hypotheses of Theorems 3.7 and 3.8.

5.1. Proof of Theorem 2.1. We follow ideas laid out in [41] for a more restrictive class
of priors and a simpler noise model. In particular in our setting ® is unbounded and we
therefore need to explicitly track the growth of various constants in the PDE estimates used
in [41]. These have been obtained in the recent article [44] in the study of a related problem,
and we will refer repeatedly to [44] in the proofs that follow.

A key role is played by the linear L?(X)-self-adjoint ‘inverse Schrodinger” integral oper-
ator V¢, f > 0 smooth, furnishing unique solutions u 7, =V ¢[] of the PDE,

(38) Srwry)=v onX, st upy=0 ondX, forall y € C(X),

where we recall the Schrodinger operator S ¢ (h) = %h — fh. We also have for ¢ € C(% (X) =
C?(X) N {Ypx = 0} that

(39) Vi[Sflyll=v onAX.

See Chapter 3 in [11] (or also Proposition 22 in [41]) for these facts. We will also repeatedly

use below that the linear operator V ¢ is Lipschitz-continuous on Lf (X) for p =2, 00, with

Lipschitz constant independent of f; see, for example, Lemma 25 in [44] for a proof.
Condition 3.1: Let us write 0 = ¢~ ' o f, 0’ = ¢~ o h for 6,0’ € © so that

GO)—90)=ur—up=Vs[(f —hup].

Using L?-continuity of V¢ and that composition with regular link functions is Lipschitz for
LP-norms (Lemma 29 in [44]),

(40) [V [ = myun]| S lunllooll f = RIS 6 =0

both for || - || equal to the L?(X) and the L>(X)-norm, and with constants independent of f.
Here, we have used also that

(41) lunlloo <cllglloos 0<heCP,

for a fixed constant ¢ > 0, as follows, for example, from the Feynman—Kac representation of
up (see (5.35) in [44]). Then (41) also implies the first inequality in Condition 3.1.

Conditions 3.2 and 3.3: If fo = ¢(6p), frn = ¢(60 + h), then Proposition 4 in [41] and
again regularity of the link function ¢ imply, for V ; the inverse Schrodinger operator,

lug = ugo =V golu sy (fi = f)]l 1200y = O fi = folls) = O(IIAIIZ)-
Then by the chain rule for ¢ o 6 and continuity of the operator V 5, on C(X),

(42) lug, =g =V [usyd @A 122y = O(IR1Z)
which shows that the linearised ‘score’ operator I : L?(X) — L*(X) equals
43) Igy, =Vy, [uf0¢>/(90)-] with adjoint H;o = ufo(l)/(eo)VfO[-].

We see that Iy, is a continuous operator on both L2(X) and L*°(X) since V fo 1s and since
both u ¢, and @' (8y) are bounded functions. Now as in Section 4.2 in [41] we can define

4
StSfli @]

upe' @)

where we note that min(u f,, ¢'(0p))) > 0 throughout X’ by g > gmin and the Feynman—
Kac formula (cf. (5.36) in [44]) and since 6y € C*°(X) is bounded. Moreover, since fj is

(44) U= (15 T) " () = ¥ e C®(X),
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smooth by assumption we also have u s, € C*°(X) (as in Lemma 27 in [44], for instance).
Then, for all ¥ € C°?(X) one checks directly from the definitions and the product rule that
Sfo[w/(ufoqb’(éo))] € Cg(?(). We can thus apply (39) to obtain

H@O& =Vg [Sfogfo [%H =5 [%]

and another application of (39) implies H;O]Igolﬁ = v, and hence Condition 3.3, in particular,
(]I;O]I@O)_l is a proper inverse mapping C°2(X) into C*®°(X’). What precedes also explains
the form of the asymptotic variance in Theorem 2.1.

Conditions 3.4 and 3.5: We will use results in [23] for general nonlinear inverse problems.
Using the bounds (40) and (41), the conditions formulated at the beginning of Section A
in [23] can be verified for the PDE arising from the Schrodinger equation with x =y = 0.
Lemma 16 in [23] (which for ¥ = 0 permits to replace H¥ by H® in its Condition 3) then
verifies the lower bound for 7 (§) in Condition 3.4 for the rescaled prior 1y with RKHS,

Hy = (H*(X), VNSy| - |l gex)) where 8y = N—/Gatd),

Moreover, since E ||§’ ||i2 < oo the moment condition is also verified. To verify Condition 3.5,
we will choose as regularisation space R = C#(X) equipped with the Cf-norm for any
max(2,d/2) < B <o —d/2. We apply Theorem 14 in [23] to the effect that we can find
Lo, M > 0 large enough depending on L such that the set

On =1{0 € R: lup@e) — gyl 2 < Lodw; 10]lcs < M}

satisfies

~ _ 2
I ( 7V|DN):0P61(\)’(77N), ny = e (ETDN3y,

We next show that for all N large enough
On CON=1{0 €R: 16 —bolloc <dn: 10llcs < M},
and hence Condition 3.5, for convergence rate
@ B— %
20+d B+2°
Indeed, just as in Lemma 28 in [44], using the Sobolev imbedding theorem, standard inter-

polation inequalities for Sobolev spaces (e.g., (5.9) in [44]) and regularity estimates for the
Schrodinger equation (e.g., Lemma 27 in [44]), we have

Sy=N"®" forany r(x) <

a>pB—-d/2>0.

If = folloo Sluyp —ugllce
Sy —u gy ll gorarere

0 1-6
Slluy —ugpllpalluy —ugpllsio

<85 flles + Nl folles) = 0(5w)

where 0 = (8 —d/2 — €)/(B + 2). By our hypotheses on B, the sequence 8y converges to
zero and since foy > fmin We then also have inf,cx f(x) > fmin for all N large enough. Then
composition with o 1is Lipschitz on (fmin, 00) so that |6 — 6plleo < ||f — folloo and we
finally deduce the inclusion ®y C @y follows for all large enough N.

Conditions 3.4 and 3.6: The conditions (20) and (21) are checked, in Section 5.3. The
RKHS-norm of the rescaled Whittle-Matérn prior from (10) equals

(45) SN N2y = VNSX Wl ga(xy — 0
as N — oo since ¥ € C®(X) C RN HY(X) (cf. after (44)) and o > d/2, verifying (19).
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5.2. Proof of Theorem 2.2. We again verify the general Conditions 3.1-3.6.

Condition 3.1: The Lipschitz estimate for L and L> norms follows from Theorem 2.2
(case k = 0) in [40]. The uniform boundedness of the forward map is clear since ¢ (0) takes
values in the compact group SO(n).

Conditions 3.2 and 3.3: The quadratic approximation for the linearisation is checked in
Lemma 6.1 with pg,(h) < ||h||<2>o‘ For the required mapping properties of Ig, on L? and on
L®°, see Remark 6.10. Theorem 6.5 allows us to define 1}90 = (]I;0 ]190)_1 Y, which determines
another element of C*°(M, so(n)) C H*(M).

Conditions 3.4 and 3.5: The verification of this condition is based on results in [40], with
our prior satisfying Condition 3.1 there. The lower bound for 7 (§) is given in Lemmas 5.15
and 5.16 in [40] with 8y = N~%/(2¢+2) and the finiteness of fourth moments of the prior is
also clear. Next, it is shown in Theorem 5.19 in [40], that we can take for R a CP#-Holder-
space, My = M < oo, and for any integer 8’ s.t. 1 < B <B <a —1,

o (B-1?

(46) Sy=N "7 67 =NT®,
since the L°°(M)-rate can be bounded by the H I+€ (M)-rate (Sobolev imbedding), which
in turn can be bounded by the L’-rate to the power (8 — 1 — €)/f in view of the usual
interpolation inequality for Sobolev norms. Also, we can choose ny as desired (noting that
the conclusion of Theorem 5.19 in [40], in fact, holds for any C > 0 large enough provided
m', m" are large enough).

Condition 3.6: The conditions (20) and (21) are checked in Section 5.3. For the prior-
related conditions, we notice that the isomorphism theorem in Section 6.1 implies &90 €
C®M)CRNH*(M) and so as N — oo, since a > 1,

(47) SN 1oy 1ty = V' N8% 1 We L 11 aa) — O.

5.3. About conditions (20) and (21). We finally check the quantitative conditions (20)
and (21) for ¢ — d/2 > B > 2d large enough—the proofs are the same for both inverse
problems and, in fact, only depend on the fact that ®y is a subset of a C#-ball and that
its L®-rate of contraction about 6y is Sy = N7, r(a) > 0, as well as on the quadratic
approximation pg,(h) = 0(||h||go) in Condition 3.2: The covering numbers of a S-Holder
ball in dimension d are of the order

1\4/8
1og N (O, [ - lloo. €) < (;) . B0,

see (4.184) in [21] for the case when the Holder functions are defined over [0, 114, and this
bound applies to our setting by a standard extension arguments (and regarding M, X as
subsets of [0, 1], with d = 2 in the former case). Also, by the preceding proofs we can take

pey (0 — 6o + (t/«/ﬁ)x/?) < 812\, =opN.
We first note that the quantity in (20) is bounded by

_ L _ o4
(48) VN f (52€)~P ge < VNS, *
0

since B > d/2. We will eventually show that the last bound converges to zero as N — oo,
which also implies N 0]%, <N 5;‘\, — 0. The middle term in the maximum in (21) can similarly
be bounded by

oN o4
N ZyGon. 1) =vN / e~ICP) ge < /NSy ",
0
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and hence is of the same order as the one in (48). For the third member in the maximum (21)
we have, by a similar calculation,

Sn+/Tog N 1A
(49) PNVIEZ o, 1) S Jlog NGy, 7.
oN

We can conclude from what precedes that it suffices to show that

-4 _ _1-2
(50) max(v' N8y 7, N&3,, JlogNsy 7)—0

as N — oo. This requires 8 > 2d and then simplifies to the basic requirement N S?V — 0.
In both the Schrodinger and the X-ray case, we have 8y = N~ with precise exponent
r(a) > 0 given in the preceding subsections, which thus simplifies to r () > 1/3. For the
rate 8y obtained in the Schrodinger model, this necessitates (11) to hold, while in the X-ray
case the corresponding rate translates into the condition

o (05—2)2
—_— >
200+ 2 (o — 1)2

satisfied for o > 9. Both requirements on « imply in particular that we can choose 8 such
that 2d < 8 <o —d/2 (with d = 2 in the X-ray case).

(51) 1/3,

6. Analytical results for non-Abelian X-ray transforms.

6.1. Main results. This section contains the definitions and statements for the main an-
alytical results needed on the non-Abelian X-ray transform, whose proofs can be found in
Sections 6.2, 6.3 and 6.4. In particular, we compute the linearization of the map ® — C¢ de-
fined in (13) and its associated Fisher information operator. We then prove forward mapping
properties of these operators in a fairly general setting (convex, nontrapping Riemannian
manifolds). Finally, we show in the case of the Euclidean disk that the Fisher information
operator is a bijection in suitable spaces.

6.1.1. Linearization and forward mapping properties on convex, nontrapping manifolds.
Consider (M, g) a d-dimensional Riemannian manifold with boundary that is nontrapping
(in the sense that every geodesic reaches d M in finite time) and has strictly convex boundary
(in the sense of having a positive definite second fundamental form IT). For background on
such manifolds and the definitions that follow, we refer to [48, 57]. Let SM denote the unit
sphere bundle on M, that is,

SM :={(x,v) €eTM :|v|g =1}

with footpoint projection 7w : SM — M. We define the volume form on SM by
dx=1(x, v) = dV9(x) A dS,(v), where dV? is the volume form on M and dS, is the
volume form on the fibre Sy. The boundary of SM is

ISM :={(x,v) e SM : x € IM}.

On dSM, the natural volume form is d£24=2(x, v) = d V41 (x) A dS,(v), where dVI~1 is
the volume form on d M. We distinguish two subsets of 9 SM (influx and outflux boundaries)

0+ SM = {(x,v) € ISM : £(v, v(x))g > 0},
where v(x) is the inward unit normal vector on d M at x. It is easy to see that

00SM =0, SMNI_SM =S(0M).
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Given (x,v) € SM, we let 7(x, v) denote the first time where the geodesic determined by
(x,v) hits oM and we set u(x,v) := (v(x),v) for (x,v) € dSM. We let X denote the
geodesic vector field.

Fixing n € N, in order to give the linearization of the map

C®(M,C™"")3d > CoecC®(0,SM,C"")

defined in (13), we first recall some definitions. Given m an integer and ® € C*°(M, C"™*™)
a skew-hermitian matrix field, we define the attenuated X -ray transform with attenuation ®,

Ig: C®°(M,C") - C*(3:5M,C™)

through Ig f :=uly, sp, where u : SM — C™ solves the transport equation
Xu+Qu=—f (SM), ulsg_sm=0.

Such a transform extends as a bounded map

(52) lo: L*(M,C™) — L*(;:SM — C™, (u/7)dx*7?),

and we denote I§ its adjoint in this functional setting (computed in (69) below). Note
that this differs from the volume form ud=??~2 on 8,.SM determined by Santald’s for-
mula (the symplectic volume form). For the unit disc in R?, 11/t = 1/2, so the probability
measure (1/7)d%? agrees with A. In general, and thanks to Lemma 6.11 below, the mea-
sure (/1) d %42 determines an equivalent L?>-norm as d ©2?~2 since /7 is smooth and
bounded away from zero.

These attenuated X -ray transforms are now well studied [17, 40, 46, 47, 49, 56], and their
connection to the scattering map (13) is as follows: the linearization of the map (13) about a
point ® involves an attenuated X-ray transform whose integrands belong to C*° (M, C"*"),
with attenuation ® (P, ®), a matrix field described through the formula (pointwise on M)

0@, o) -U:=0U-UP, UeC"™.

The matrix field ® (P, ®) is skew-hermitian on C"*" equipped with the hermitian inner
product (A, B) — tr(AB™).
More precisely, we prove in Section 6.2 the following lemma.

LEMMA 6.1. Let (M, g) be a nontrapping manifold with strictly convex boundary. Given
® € C(M,u(n)) and upon setting
(53) Io(h) :=Ilo(o,)(h)Co
for h e C(M,C"™") we have
[Co1n — Co —Ta(h)| 2 S IhllLeelln]l L2,

where the norm on the left-hand side is the L>(0,.SM — C™, (u/7) d%**~2) norm.

In addition to (53), since Cq (x,v) € U(n) for all (x, v) € 04 SM, the Fisher information
operator Ng¢ := I llg of the problem is directly related to the associated normal operator

1$(0.0)l0(0,0), namely:
(54) Ng := ]F&,]Iq; =I(§(<I>,<I>)I(~)(q>,q>).

In particular, the forward mapping properties of Ng are a special case of a more general result
on the mapping properties of ‘normal’ operators /¢ /e, which we prove in Section 6.3.
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THEOREM 6.2. Let (M, g) be a nontrapping manifold with strictly convex boundary,
and let ® € C*°(M, C"*™). The operator 151e maps C*°(M,C™) into itself.

From this result, it becomes straightforward to deduce that the Fisher information operator
(54) maps C° (M, C™™) into itself. However, since @ is often valued into a strict subalge-
bra of C"*", the last result below requires a Lie-algebra specific refinement. Let G be any
compact Lie group. Without loss of generality, we may assume that G C U (n), where U (n)
is the unitary group of n x n matrices and let g be the Lie algebra of G. We are essentially
interested in the case of G = SO(n), where g = so(n). Let us denote

(55) CHXI’L — g @ gJ_

the orthogonal splitting of C"*" for the Frobenius inner product. (When g = u(n), g* is the
space of hermitian matrices.)

THEOREM 6.3. Let (M, g) be a nontrapping manifold with strictly convex boundary,
and let ® € C°(M, C**"™). Then the following hold.:

(1) The Fisher information operator Ng (54) maps C*° (M, C"*") into itself.

) If ® € C*(M, g), then in the splitting (55), the operator No maps C*°(M, g) into
itself and C*(M, g') into itself.

6.1.2. Isomorphism properties on the Euclidean disk. 1In light of Theorem 6.2, the next
question is then whether an isomorphism property holds. With the current tools available,
such a question cannot be answered within the level of generality of the previous section.
However, if the manifold M is the Euclidean disk and the attenuation matrix ® is compactly
supported, then the normal operator I /g can be viewed as a relatively compact perturba-
tion of the unattenuated case (® = 0), whose sharp mapping properties have recently been
described in [38]. This allows to prove in Section 6.4 an isomorphism property, using mi-
crolocal tools as well as Fredholm theory on a suitable scale of Hilbert spaces.

THEOREM 6.4. Suppose M is the unit disk {(x, y) € R%, x> + y* < 1}, equipped with
the Euclidean metric, qnd let ©® be a smooth, skew-hermitian m x m matrix field on M, with
compact support in M'™. Then the map

I§lg: C®°(M,C") - C®(M,C™)
is an isomorphism.
Theorem 6.4 is an abridged version of Theorem 6.18 below, where additional isomorphism
properties on a special Sobolev scale (defined in equations (72) and (74)) are also given.
Finally, we explain how Theorem 6.4 yields the Fisher information result that is needed

for the proof of the Bernstein—von Mises theorem for the non-Abelian X -ray transform. Let
G be any compact Lie group and g as in Section 6.1.1.

THEOREM 6.5. Let M be the unit disk with the Euclidean metric and let ® € C2°(M, g).
Then
No = 1§ 0.0y lo@.0) : CT (M, g) - C7(M, g)

is a bijection.

PROOF. Theorem 6.4 implies right away that
No : C®(M, C"™") — (M, C™¥")

is a bijection. The further isomorphism property on C>°(M, g) is a direct consequence of
item (2) in Theorem 6.3 and the fact that C°(M, C"*") = C®(M, g) ® C®(M, g-). O
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6.2. Linearizing Co. Proof of Lemma 6.1. Fix (M, g) a compact, nontrapping manifold
with strictly convex boundary. We let ¢; denote the geodesic flow of g; the integrals that
appear below in the variable ¢ are all compositions of functions with ¢;; we avoid writing
this explicitly in order to prevent notation cluttering. An integrating factor for ® is a func-
tion Ry € C(SM, GL(n, C)), which is differentiable along the geodesic vector field X and
XRep + PRo = 0. If ® is smooth, then it is not hard to see that smooth integrating factors
always exist; cf. [48].

Let Ug denote the unique integrating factor with Ug|s_spr = 1d. Then Cop : 0+ SM —
GL(n, C) is defined as

Co:=Usply,sm-

We can also consider the unique integrating factor ug with uels, sp = Id. It is immediate to
check that ug|y_sy =[C o] o, where o : 9SM — dSM denotes the scattering relation of
the metric.

The next lemma will be useful for our purposes.

LEMMA 6.6. Let Ry and Ry be integrating factors for continuous matrix fields ® and
W, respectively. Then

T(x,v)
c@—cszq{/ R;l@—\p)Rwdr](R;l)oa
0
= Ro[I(Ry' (® — W)Ry)](Ry") o
where [ : C(SM) — C(0+SM) is the standard X -ray transform.

PROOF. We first note that if R solves XR + ®R = 0, then any other integrating fac-
tor has the form RFF, where F* is the first integral (i.e., X F¥ = 0) determined by F €
C(0+SM,GL(n, C)). Thus, Ry = Ug F* and from this we deduce

(56) Co =Ro(Ry' o).
Next, we observe that a computation gives
X(Ry'Ry) =Ry (® — W)Ry.
Integrating this along a geodesic between boundary points gives
T 4 4
/0 Ry (& —W)Rydt =—Ry Ry(x,v) + Ry Ryoa(x,v),

for (x, v) € 94 SM. The lemma follows from this and (56). [

DEFINITION 6.7. Given &, ¥ € C(M,C"*"*) and h € C(M, C"™*"), consider the unique
matrix solution to Xu + ®u — u\¥ = —h with u|s_syr = 0. We define the attenuated X-ray
transform of 4 with attenuation ®(®, V) as

lo@,w)(h) :=uly, sm.

In terms of arbitrary integrating factors Re and Ry, we can give an integral expression for
I@(q),\p) as

T(x,v) ) i
57 lIo@,w)(h) = Ro |:/ Ry hRy dl‘i| Ry .
0
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Indeed, consider the unique matrix solution to Xu + ®u — uW = —h with u|5_syr = 0. By
definition u|y, sy = lo(o,w)(h). We compute

X(Ry'uRy) = Ry'®uRy + Ry' XuRy — Rg'uW Ry
= —Ry'hRy.

Integrating along a geodesic between boundary points, we get

1 T(x,v) 1
Ry lo(o,w)(h) Ry =_/(; Ry hRy dt,

and hence (57) follows.

REMARK 6.8. Lemma 6.6 already contains the pseudo-linearization identity from [40],
Lemma 5.5. Indeed, using u¢ and uy as integrating factors, the lemma and (56) give

7(x,v) 1
(58) C¢—C\p=|:f Ug (qD—\I—’)u\ydl‘]C\p.
0
(59) = lo(@,v)(® —¥)Cy.
To find the linearization of Cg, let @ be a curve of matrix-valued maps such that &g = ¢
and h := ;=0 P;,. Differentiating the equation XUg, + ®;Uqp, =0 at s = 0, we obtain
XH+hUgp +PH =0
where H := d;—oUg,. Note that H |y, sps = dCq(h). Then the matrix W := HUd:1 satisfies
XW+OW - Wb =—h.

Hence
Wila,sm = loo,a)(h),
and thus
(60) dCo(h) = lo(@,0)(h)Co.
We can now combine this with (59) to obtain
(61) Cosn — Co —dCo(h) = (Io(@+h,a)(h) — Io(@,0)(h))Co.

We now use this identity to prove Lemma 6.1.
PROOF OF LEMMA 6.1. From (58) and (59), we know that
T
loo,w)(h) = /o uq_,lhuq, dt.
Thus,
T

lo@1h,0)(h) — lo@,o)(h) =/0 (M&frh —ug hugdt.

Since u¢ takes values in the unitary group, we can estimate using the Frobenius norm
T
|(Io(@+h,)(h) — Io(@,0)(h))Co| z(x, v) < /o (s — ug)h|pdt.

Using that 7 < Cou(x, v) (cf. Lemma 6.11 below) and Cauchy—Schwarz,

T
|(Io(@+n,@) () — 1@(@,@)(h))c¢!%(x, v) < CO/O |(Ugan — ui;)hlidm(x, v)
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for (x,v) € 9L SM. Integrating now over 04+ SM and using Santald’s formula, we derive

I(Ze@+n.0)(h) = lo@.0)(1))Cal| 12 S | n — ud)h] 2

Using [40], equation (5.8), we have (strictly speaking the proof in [40] is for Ug but the
same proof applies to ug,)

lu i — o] 2 S IRl L2
and putting everything together using (61)
|Cotn — Co —dCo()] 12 S llAllL< IR 2- O

LEMMA 6.9. We have

Nq; = ]Iz)]lq; = IES(@,QD)I@(‘D,CD)'

PROOF. Since the matrix Cg is unitary, we have

Io (), Io ()2 = (To@,a) (), lo@,o)("));2

and the lemma follows. [

REMARK 6.10. Since the attenuated X -ray transform /g, o) extends as a bounded map
from L*(M) — L2(8+SM), the same is true for Ip. Boundedness in L™ for Ip is also
obvious from the integral expression,

T
1(—)(<1>,<1>)(h)=/0 uglhmpdt.

6.3. Forward mapping properties. Proof of Theorems 6.2 and 6.3. Let (M, g) be a non-
trapping manifold with strictly convex boundary. We need the following facts (cf. [48, 57]).

1. The function

T(x,v), (x,v) €0+ SM,

f(x’v):{—r(x,—v), (x,v) €9_SM

belongs to C*°(dSM). Actually,  : SM — R solves transport problem Xt = —1 with
7|3_sm = 0 and the function T = t(x, v) — t(x, —v) belongs to C*°(SM).
2. The scattering relation « : 9SM — dSM is the diffeomorphism defined by

alx,v) = @f(x,v)(xa V).
3. The scattering relation satisfies &> = id, based on the property 7 o o = —7.

For what follows, it is convenient to consider (M, g) isometrically embedded in a closed
manifold (N, g), so that the geodesic flow can run for all times. Let p € C°°(N) be a bound-
ary defining function for d M. That means that p coincides with M > x +— d(x,dM) in a
neighbourhood of M, p > 0 on M and M = p~'(0). If we let v be the inward unit normal,
then Vp(x) = v(x) for all x € 9 M. Consider the function 4 : 0SM x R — R given by

h(x,v,t):=p(m o g (x,v)).

Note

2

h(x,v,0) =0, 4 h(x,v,t) =(v(x),v),

— h(x,v,t) = Hess , V).
il a2l (x,v,1) x p(v,v)
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Hence there is a smooth function R : dSM x R — R such that we can write
(62) h(x, v, 1) = (v(x), v)r + %Hessx p (v, V)1 + R(x, v, )1,
Since h(x, v, T(x, v)) =0, it follows that
(63) (v(x),v)+%Hessx,0(v, V)F + R(x,v, H)T2 =0.

Note that 7 (x, v) = 0 iff (x, v) € dgSM. Hence if we let
H(x,v,t):=(v(x),v)+ %Hessx o(v, V)t + R(x, v, 1)1?
we see that H is smooth, H(x, v, T(x, v)) =0 and
i H(x,v,t):%Hessxp(v,v).

dt =0

But for (x,v) € 90SM, Hess, p(v, v) = —I1; (v, v) < 0, and thus by the implicit function
theorem, 7 is smooth in a neighbourhood of dpSM. Since 7 is smooth in dSM \ dpSM, this
gives smoothness of 7 in dSM. A tweak of this argument gives the following lemma that is
probably well known to experts. Recall that u(x, v) = (v(x), v) for (x,v) € ISM.

LEMMA 6.11. Let (M, g) be a nontrapping manifold with strictly convex boundary. The
function /T extends to a smooth positive function on S M with values on 0gSM given by

I, (v, v)

o= . (x.v) € BSM.
T 2

PROOF. Using (63), we can write
nix,v) = —%Hessx p(, V)T — R(x, v, f)f2
and hence for (x, v) € dSM \ 99SM near dgpSM, we can write
(64) ,u/f:—%Hessx,o(v, v) — R(x,v, T)T.

But the right-hand side of the last equation is a smooth function near dpSM since R and T
are; its value at (x, v) € d9SM is I1, (v, v)/2. Finally, observe that i and T are both positive
for (x,v) € 94+ SM \ dpSM and both negative for (x,v) € 9_SM \ pSM. U

6.3.1. The maps Y and F. 'We now introduce two important maps for what follows.
Consider the map

(65) YT:0.5M x[0,1] > SM, Y (x,v, 1) = Qur(x,0) (X, V).
This map is smooth and it extends smoothly to
T:90(85M) x[0,1]—> SM

by setting Y (x, v, u) = @7 (x,v)(x, v). Note that Y (x,v,0) =1d, T(x,v, 1) = a(x, v) and
YT(a(x,v),u) =T (x,v,1 —u). In other words, if we let I" : 3(SM) x [0,1] — 9(SM) x
[0,1]be I'(x, v, u) := (x(x,v), 1 —u),then YT o' =Y. The map Y is a 2-1 cover with deck
transformation I' away from dpSM x [0, 1].

For brevity, we shall denote p := /T € C*°(0SM). Welet F : 9SM \ 9oSM x (0,1) > R
be

_ P@o@(x,v)) _ h(x,v,ut)
(66) F(x,v,u):= Tl 0 = Pad =

> 0.
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PROPOSITION 6.12. The function F extends to a smooth positive function F : 0SM x
[0, 1] — R such that:

(a) Fla(x,v),u)=F(x,v,1—u);
(b) F(x,v,0)=p(x,v)and F(x,v,1) = poal(x,v);
(©) F(x,v,u)=TIl(v,v) for (x,v,u) € 9pSM x [0, 1].

PROOF. Using the definition of F and (62), we can write

wix,v) + %Hessx o (v, VUt + R(x, v, ut)u’t?
(1 —u) ’
Since R and 7 are smooth, there is a smooth function Q : dSM x R — R such that

R(x,v,ut(x,v)) — R(x,v,T(x,v)) = (1 —u)Q(x, v, u).

F(x,v,u) =

Combining this with (63), we can write F as
1
(67) F(x,v,u) = —EHessx p(v,v) — R(x,v, ))T(1 +u) + u>Q(x, v, u).

The right-hand side of this equation is a smooth function on dSM x R thus showing that F
extends to a smooth function on dSM x [0, 1] as claimed.

To check item (a), we check it first for (x, v,u) € dSM \ 3oSM x (0, 1). This is straight-
forward from the definition of F' and the fact that T oo = —7. Since dSM \ 99SM x (0, 1) is
dense in dSM x [0, 1], item (a) follows. To check item (b), we use (67) for u = 0; it yields

1
F(x,v,0)= —3 Hess, p(v,v) — R(x,v, T)T

and from (64) we see that it agrees with p. Combining this with item (b), we see that
F(x,v,1) = F(a(x,v),0) = poa(x,v) as claimed. Item (c) follows from (67) and the facts
that 7 (x, v) = 0 and Hess, p(v, v) = —I1, (v, v) for (x, v) € dpSM. Finally, the positivity of
F is a consequence of the positivity of p and the second fundamental form I1. [J

6.3.2. General mapping properties and proof of Theorems 6.2 and 6.3. Fix m, p two
arbitrary integers. Given a weight w € C*°(SM, C"™*P) and for f € C*°(SM, C™), we define
the weighted transform Z%: L*(SM,CP) — L2(8+SM — C™, %dEZd_z) as

T(x,v)
I f(x,v) :=/0 w(er (x,v)) f (e (x, ) dt,  (x,v) €;SM.
An important space for what follows is given by
CP(0+5M) :={u e C®W04+SM), uy € C(SM)}
= {ueC®0:SM), Afu e C*WOSM)},
where for u € C*° (0, SM), we have defined A u € C*®(@SM\dySM) as
u(x,v), (x,v) €9+85M,
Aju(x,v) =
u(a(x,v)), (x,v)€I_SM.

Such a space was first introduced in [50] as a ‘natural’ space of functions, which are mapped
into C°°(M) through the traditional adjoint of the X-ray transform, and the second equality
is a characterization proved in [50]. We extend this definition to vector-valued functions,
namely C;° (04 SM,C") := (CJ°(0+SM))™. With p a boundary defining function for M as
above, we now show the following result.
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PROPOSITION 6.13. Fix m, p and a smooth weight w as above. For every s < 1, the
following mapping property holds:

T p~*C®(SM,CP) — 1= C°(3, SM, C™).

PROOF. Given f € C*°(SM) and the function F defined in (66), we consider the change
of variable ¢ = t(x, v)u, so that we may rewrite

du

1"(p™ f)x.v) = Tx, ) /01 w(T e, v, 0) (T 0e, v 0) 2 v ) g s

=7(x,0) " g(x,v),

where
du

1
P )
g(x,v): /(; w(Y(x,v,u) f(T(x,v,u))F~*(x, v, u) Gy
and Y is the map defined in (65).

All functions of (x, v, u) involved in the definition of g are defined and smooth for (x, v) €
dSM (noninteger powers of F are well defined and smooth since F is positive everywhere),
and thus we may think of g as g|s, s» for some g whose definition is the same as above,
but extended to dSM. Since all the functions participating in the definition of g satisfy the
property g (a(x,v),u) =¢q(x,v,1 —u), wehave goox = g = A g, and g is smooth on dSM.
In particular, the function g belongs to CJ°(9+SM, C™), which completes the proof. [

The case of interest to us is when s = 0, for which we obtain
IV: C®(SM,CP) — tC (04 SM,C™),

and for w =1 and m = p, we will denote Z% = 7.
On to the attenuated X-ray transform Ig with p =m and ® € C*°(M, u(m)): fixing a
smooth integrating factor R: SM — U (m) solution of XR + ®R =0, we can write I f as

(68) lo f(x,v) = R(x, U)I(R_lf)(x, v), (x,v)€od+SM.

In the functional setting (52), we then compute the adjoint:

(o f,h)u =/8 SM(R(x,v)I(R_lf(x,v)),h(x,v))cm dx*=?

fad
N T

= <I(R—1f)(x, v), lR*(x, v)h(x, v)> pnd =2
0+ SM T cm

© <R‘1f,<lR*h)ow> dz!
SM T com

— /M<f(x), fo((R—l)*(x, v)(%R*h) oY (x, v)) de(v)>Cded(x),

where Santalé’s formula was used at step (s). Note that we have used that the (componen-
twise) adjoint of Z: L2(SM) — L?(34+SM, £ dx?4~2) is given by T*h(x) = L(y (x, v)),
where ¥ : SM — 94 SM denotes the footpoint map, defined by V(x, v) = ¢_r(x,—v)(x, V).
This implies the following expression for the adjoint:

(69) I5h(x) = /Sx ((R_l)*(x, v)<%R*h> oy (x, v)) dS,(v).
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Notice that since ® is skew-hermitian, we also have the pointwise relation (R~H*(x,v) =
R(x,v). We are now ready to compute associated normal operator /¢ /g:

1
Blofw = [ R(x,v)<—R*1@f) 0 (x, v) S, (v)
Sy T
1 * -1
(70) 2/; R(x,v)(;R RI(R f))ow(x,v)de(v)

1
- / R(x.v) (—I(R—lf)) o ¥ (x, v) dSy (v),
Sy T
where we have used that R*R = id,, x,, pointwise. We can now prove Theorem 6.2.

PROOF OF THEOREM 6.2. Take f smooth on M, then R™! f is smooth on SM, then
by Proposition 6.13, %I(R_lf) € C°(048SM,C™). In particular, (%I(R_lf)) oY(x,v)is
smooth on SM, and so is its product with R(x, v). Since I§/e f is the fiberwise average of
the latter product, it is smooth on M as well. Theorem 6.2 is proved. [

We finally make the adjustments needed to incorporate restrictions to certain Lie-algebra
valued elements, proving Theorem 6.3.

PROOF OF THEOREM 6.3. The proof of (1) follows directly from Theorem 6.2 and the
fact that when ® € C*°(M, C"*"), then ®(®, ®) is a smooth matrix field on C"**",
On to the proof of (2), suppose that ® is g-valued. Equation (57) allows us to write

loww(f) = [ ug! fusdi= " Ad,i(rrar

where Ad, (f) =gf ¢~ ! is the Adjoint representation. The map I(’f)(q,’ ) can be easily com-
puted using (69) to obtain

15,0y (h) Z/s Ady, ((h/T)%)(x, v) d Sy.

But the Adjoint representation preserves g and thus Ng maps C*°(M, g) into itself. In fact,
since Adg for g € G C U(n) is unitary with respect to the Frobenius inner product we may
F-orthogonally split C"*" = g @ g and from the expressions above we see that also

Ng : C®(M, g*+) — C®(M, g*). O

6.4. Isomorphism property—proof of Theorem 6.4. Let us denote Ng := I 1e. As pre-
viously pointed out in Remark 2.3, unlike the case where Li (for u the symplectic measure
from Section 6.1.1) is chosen as co-domain for /g, Ng is a pseudo-differential operator on
M™ which does not extend to any simple neighbourhood of M. Understanding such an op-
erator will require taking care of interior and boundary behaviour separately. The interior
behaviour is well known and holds in a broad range of cases, while the boundary behaviour
makes use of the recent results of [38]. The range of applicability of [38] is geodesic disks of
constant curvature, and although what follows could apply to this class of surfaces, we will
restrict to the Euclidean disk for simplicity.
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6.4.1. Interior behaviour. In the interior, we now show that Ng is a classical elliptic
WDO of order —1, and this actually holds for any simple manifold of dimension d > 2.
Indeed, from the above calculation (70), we first write

T(x,v)
No f(x) :/S /0 No(x, exp, (1v)) f (exp, (tv)) j (x, v, 1) dt d Sy (v),

where
R(x, )R (¢ (x,v)) + R(x, —v) R (¢, (x, —v)
T(Y(x,v)j(x,v,1)

and j(x, v, t) denotes the Jacobian of the exponential map S, x (0, €) > (v, 1) — exp, (tv) €
M. The Schwartz kernel of Ng is then Ng(x, y). Expansions for small # give

1
HER Aty ot d+2)’
R(x, v)R™ g (x,v)) = idyxn +10(x) + O(1?),
and thus the part of the Schwartz kernel that contributes to the principal symbol is given by
2
dg(x, y)=1(x, )

where £ denotes the length of the maximal geodesic passing through (x, y).

(71 Ne(x.exp,(1v)) :=

9

idNXNa

6.4.2. Boundary behaviour. We now focus on the case of the Euclidean disk, where g =
e, d =2 and the geodesic flow takes the form ¢;(x,v) = (x + fv, v). We now recall the
theory described in the case ® = 0, as outlined in [38]. Consider x = (p cosw, p sinw) polar
coordinates on the unit disk, and define! the unbounded operator

L= @m) 2 [~((1=p%)a; + (o7 = 30)9p +p205) + 1],

with domain C°°(M). Then L is essentially self-adjoint on L?(M) with known (pure point)
spectral decomposition

{ZpioneNg,0<k<n},  A,=0@m)2(n+1)>%

The eigenfunctions are (Zernike) polynomials, hence smooth on M. We then define the
Hilbert scale { H®(M)}s>0 by

n=0 k=0

(72) H'=H'(M):= :fzzfn,kZ’,Zk,mm—”Z(H DZ Y | fukl* < oo,
n,k

where the hat denotes L?-normalization. It is then proved in [38], Lemma 3, that Ms=0 H' =
C°°(M). Moreover, following [38], Lemmas 13-14, there exists « > 3/2 and £ > 2 such that
for any u € C*°(M) and s € Ny, we have

(73) el e = |50 gy S el e S Nall asase,

where for k € Ny, we define the C¥ norm lull ok = Supyepr 2-joj<k 101 (x)|. Therefore, the
topological dual of C°°(M) equipped with the family of seminorms {|| - || s }sen, coincides
with that of C*°(M) equipped with the family of C¥(M) norms, the latter being the space of
supported distributions C~(M).

IThe 47 factor is not directly incorporated in the definition of £ in [38], though it helps avoid a proliferation of
constants here, and only changes the results of [38] by powers of 47.
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As a result, £ can be extended by duality to C~%°(M) through the pairing (Lu, §) :=
(u, L¢) (if by (-, -) we denote the (C~°(M), C>®(M)) pairing). An element u € C~°(M)
will be said to be in L?(M) if there exists a constant C such that for any ¢ € C>®(M),
[{u, @) < Clill L2(pry- Definition (72) may then be extended to s € R, and each space can be
identified as

(74) H ={ueC M), L*ueL?), lull s := || £5%u] 2.

As this Sobolev scale is not the classical one (it is modeled after an elliptic operator whose
ellipticity degenerates at the boundary), we state a few facts which are reminiscent of the
traditional scales:

LEMMA 6.14. The scale {H"}scr satisfies the following:

(a) Using L? as pivot space, for every s > 0, we have (Hs)’ HS.
(b) Foranys,t € R suchthat t <s, the injection H* C H' is compact.
(c) Forany0<s <t and 6 €0, 1], we have [H', H%]g = HOSt(1-0),

PROOF. The definition (72) makes each HS isomorphic to a weighted 02 space. Then (a)
follows directly from the fact that for any sequence of positive numbers {A,},,

1/2 1/2
S vy < (Z Aﬁu%) (z A;ng)
neN neN neN
Then (b) is an immediate consequence of the fact that for any sequence {),}, decreasing to
zero, the operator T} : £2 — ¢2 given by {u;}jen > {Aju}jen is compact.
Finally, (c) follows readily from the general complex interpolation result [59], Proposi-
tion 2.2, bearing in mind that H* is nothing but the domain space D(£/?). [

Furthermore, we have that for any s € R and any u € HS, | Now|| gs+1 = llu|l 5. Moreover,
the following identity is given in [38], Theorem 11,

(75) LN =id|csm,

and this equality extends to C ~°° (M) by density. Therefore, Ny is an isomorphism of C*° (M)
(in fact, a bijection of C~°°(M)), and the work below will imply that this remains true for
N, by showing that N is a relatively compact perturbation of Ny on the H* scale.

Morally, the H* scale behaves like the usual Sobolev scale in the interior of M (while
allowing for faster radial oscillations near the boundary). This is summarized in Lemma 6.15
below, in stark contrast with (73). Here and below, we write U € M int for a set U which is
relatively compact in M™™. If U is open, we have the natural operators of extension-by-zero
ey : COO(U) — COO(M) and restriction ry : COO(M) — C°°(U), which extend by duality
toey =r;: E'U) > C~°°(M) and ry = e C~°(M) — D'(U). We also have ryey =
idle vy, and Ley = ey L (where L, being a differential operator, will be viewed either as
continuous on £ (U) — &' (U) or C~°(M) — C~®(M)).

LEMMA 6.15. Fix an open set U € M™ and an integer p > 0. Then for any u € E'W),
we have that u € H*P(U) if and only if eyu € H?P. Moreover, there exist constants C1 (U, p)
and Co(U, p) such that

(76) Cillull g2r @y < levull gor < Collull g2r )y,  Vu € H*P(U)NE' ().
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PROOF. We then have
levull gzp = | L7 evtt| p2gpry = [ £7u] 12y = Cllull 20 )
where the last inequality comes from the fact that £? is a differential operator of order 2p.
For the other inequality, notice that for any u € £'(U) and any p € Ny, we have eyu =
ng LPeyu, and upon applying ry we obtain u = ry ng ey LPu. We now claim that there is
a constant such that
2
(77) lruNg"evv] yory < Illi2@wy, Vo€ LAU)

In that case, we write

Nl g2y = ||FUN§peU£p“|| H2P(U)
< C|LPu] 2y = Cl L7 evu] 120y = Cllevull o,

completing the proof of the lemma.

To prove (77): given U’ an open set such that U € U’ € M™, define ey yr: £'(U) —
E'(U’) and ryry: D'(U") — D'(U) the operators of extension by zero and restriction.
With x € C(U’) equal to 1 in a neighbourhood of U, the operators rUng ey and
U XrU/Ng Pey xey.y’ agree. The operator XrU/Ng P ey x is a properly supported element
of W27 (U"), and thus by [24], Theorem 4.7,

xroNgPeyx: La(U') — HZ(U')

loc
is continuous. In particular, there exists U” € U’ and a constant C such that
2
H”U’,UX”U’N()peU’Xw“Hzp(U) <Clryrgrwl2@ry. Ywe&'(U).
Applying this inequality to w = ey v for some v € £'(U) yields the result. [

Everything we have done in this section so far generalizes straightforwardly to CN-valued
functions. We may define H*(M; CN) as in (72) by making the coefficients f; x to be val-
ued in CV with | fn,kl2 the standard Euclidean norm. This scale corresponds to a Sobolev
scale with respect to £ acting on each scalar component. Now denoting H* = H*(M; CV),
Lemmas 6.14 and 6.15 still hold true with minor modifications. We now turn to the study of
Ne, and write N9 = Ng + K@, where the ‘unattenuated’ normal operator Ny is thought of as
acting diagonally on each component of a C" -valued function.

LEMMA 6.16. For any open set U € M'™, the following hold:

(1) The operator ry Neey is an elliptic element oflll_l ).
(i1) The operator ry Kegey belongs to U2(U).

PROOF. Fix an open set U € M it For f € Co(U) extended by zero outside of U, we
may write

rUN@eUf(x)=/S/OOOA(x,v,t)f(x—i—tv)dtde(v), xeU,

-1 _yp-1 _
where A(x, v, l‘) — R(x,v)R (x+tv,1r)2$g€f)3) VR™ (x+tv,—v

Dy :={(x,v,1), (x,v) € SU,t € R},

)y (x 4 tv) for (x, v, t) € Dy with
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and where x € ch(Mim) isequalto 1 on U. Then A € C*®°(Dy) and by [14], Lemma B.1,
ruNeey is a classical WDO of order —1 on U with full symbol o (x, &) ~ Y72 ok (x, &),
where

-k

Gk(x,%‘):nl—/ kA (x, v,0)8%) ((£, v)) d S (v).
k' Js.u
The principal symbol of Ng is thus given by
§((€,v) .
§) =12 dS,(v)id
oot §) =2m [ T dS @idyn
4 1

= — = = idN N-

€l é) + 70, —EL)
We also notice that oq actually does not depend on ®, in other words, ry Keey = ry(Ne —
No)ey € W—2(U). Hence the result. [

The next lemma is in essence the reason why Ng is a relatively compact perturbation of
No on the H® scale.

LEMMA 6.17. Forany s > 0, the operators LK@ and Ke L are H* — H* bounded.

PROOF. Itis enough to prove boundedness for s =2p with p € Ny, and the general case
follows from Lemma 6.14.(c) and the interpolation result [59], Proposition 2.1.

An important observation is that since ® is compactly supported inside M™, there exists
8 > 0 such that for any xg € M, if x, y € Bs(xo) N M, then Kg(x, y) = 0. Indeed, if § is so
small that Bs(xp) does not intersect the support of ®, and by convexity of the set Bs(xo) N M,
the geodesic segment [x, y] is completely included outside the support of ®, thus in (71),
writing y = Exp, (tv) for some ¢, v, we have that R(x, U)R_l(gD, (x,v)) =idyxn, and hence
No(x, y) = No(x, y) there.

Let us then cover M by open balls {U;}; of small enough diameter that if U; N U; # &
and if either intersects dM, then U; U U; C Bs(xo) for some xo € dM. In this scenario,
Ko (x,y)=0forany x € U; and y € U;. Consider {;}; alocally finite partition of unity sub-
ordinated to {U;};, and write Kg = Zi,j K;; with K;j(x, y) = ¥;(x)K (x, y)¥;(y). Denote
by S; € U; the support of v;. By the comment above, K;; is trivial whenever U; N U; # &
and either set intersects d M and we may assume that the nontrivial terms arise either from (I)
UiNnUj=@,or) U;NU; #@ and U; UU; € M™,

In case (I), then IC;;, Kj; € C°°(M x M), since these are supported away from the diagonal
and the corner of M x M. In particular for any p € N, the Schwartz kernel of L7 K;; and
LPK j; belongs to C*°(M x M) as well as those of K ;; L7 and K;; L? by duality. Then for any
D, q, the Schwartz kernel of £9K;;L? belongs to C>°(M x M), thus LIK;; LP is L2 > 12
bounded. In particular, LPK;; L and LP LK;; are L? — L? bounded, which is equivalent to
K;;L and LK;; being L? — H?P bounded, and in particular, H?P — H?P bounded.

In case (IT), take open sets U, U’ such that S, US; CU €U’ € M int Then from the com-
position calculus of WDO’s and Lemma 6.16.(ii), K;; £ and LK;; are properly supported ele-
ments of WO (U"), and thus by [24], Theorem 4.7, we have LK;j, Ki;L: H (U — H} (U
for all s. In particular, there exists V € U’ and a constant C such that for every v € £'(U),
ILKijvll g2r iy < Cllvll g2p vy Using Lemma 6.15, this gives

lev LKijvll gor S ILKi 0l oy S 10llin vy S llevoll 2o,

similarly for K;; L.
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On to the proof, for v € C~°(M), we write LKov = >i,j LKijvj, where vj = x;v and
where x; € CZ°(U;) is equal to 1 on S;. Then

ILKevl 2r <Y ILK il g2o + Y ILKijvjll o
) n

From the work above, each term involving v; is S [[vj|l g2», which by Leibniz’s rule is
bounded by C||v|| g2,. The proof for LK is identical. [

Since K¢ is L? — L? self-adjoint and L is essentlally L?> - L? self-adjoint, the trans-
pose of L’K@ HS — H%is KoL: H™S — H™S, and the transpose of KoL : HS — H*® is
LKg: H™S — H™ , both of which are then bounded by V1rtue of Lemma 6.17. A conse-
quence of the previous lemma is also that Ko = £L7! 0o LKo: H® — H' 75+2 is bounded for
every p € Ny, and thus that Ng = Ng + K¢ is HS — H**! bounded for all s > 0. Dualizing,
the operator Ng : H—5~!' = H~% is bounded for all s > 0.

We now prove the main theorem of this section.

THEOREM 6.18. For all s > 0, the operator Ng: H* — H*! is a Hilbert space iso-
morphism. As a consequence, the operator Ng: C®(M,CN) — C>®(M,CN) is a Fréchet
space isomorphism.

PROOF. We know that Ng: L>(M,CN) — L>(M,CV) is self-adjoint by construction,
and injective [49], and in particular, injective on H* for any s > 0. We now prove that this
is also true for negative s. Indeed for s <0, if u € HS satisfies 0 = Neu = Nou + Keu,
composing with £!/2, we obtain the equation u = —L!/?Kgu. Now from Lemma 6.17, we
have that £/2Ke = L7260 LKg: H' — H't! is continuous for all # € R, and thus by
bootstrapping, u € C®°(M, C"). Finally, by injectivity of Ng on C®(M,C"), we obtain
that Ng is injective on H* for any s € R.

On to the surjectivity, fix s > 0: given f € H**!, u € H® solves Nou = f if and only if u
solves Nou + Keu = f. Upon composing by £!/2, this is equivalent to solving for u e H*

(78) u+LYPKou=rL"?f e H.

As mentioned above the operator £!/?Kg: H* — HSt1 s bounded, hence H* — H* com-
pact. As aresult, the bounded operator Id —I—,CI/EK ® :~£1/ ’Ng: H® — H* has closed range.
Finally, the Hilbert-space adjoint of £L!/>Ng: H® — H® is L*NgL'/>L£*, and thus,

ran(ﬁl/ZN@gj) = ran(Cl/zN@lgi) = (ker(ﬁ_sNgﬁl/zﬁslgz))J‘.

The latter kernel is directly related to ker No| which was proved above to be trivial. As

H s—1»
aresult, L'/2Ng: H® — H* is an isomorphism, and so is Ng: H® — H*t!. O
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