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Abstract In this paper we present a variational technique that handles coarse-graining
and passing to a limit in a unified manner. The technique is based on a duality structure,
which is present in many gradient flows and other variational evolutions, and which often
arises from a large-deviations principle. It has three main features: (a) a natural interaction
between the duality structure and the coarse-graining, (b) application to systems with non-
dissipative effects, and (c) application to coarse-graining of approximate solutions which
solve the equation only to some error. As examples, we use this technique to solve three
limit problems, the overdamped limit of the Vlasov—Fokker—Planck equation and the small-
noise limit of randomly perturbed Hamiltonian systems with one and with many degrees of
freedom.
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1 Introduction

Coarse-graining is the procedure of approximating a system by a simpler or lower-
dimensional one, often in some limiting regime. It arises naturally in various fields such
as thermodynamics, quantum mechanics, and molecular dynamics, just to name a few. Typi-
cally coarse-graining requires a separation of temporal and/or spatial scales, i.e. the presence
of fast and slow variables. As the ratio of ‘fast’ to ‘slow’ increases, some form of averaging
or homogenization should allow one to remove the fast scales, and obtain a limiting system
that focuses on the slow ones.

Coarse-graining limits are by nature singular limits, since information is lost in the coarse-
graining procedure; therefore rigorous proofs of such limits are always non-trivial. Although
the literature abounds with cases that have been treated successfully, and some fields can even
be called well-developed—singular limits in ODEs and homogenization theory, to name just
two—many more cases seem out of reach, such as coarse-graining in materials [25], climate
prediction [66], and complex systems [33,59].

All proofs of singular limits hinge on using certain special structure of the equations;
well-known examples are compensated compactness [55,72], the theories of viscosity solu-
tions [19] and entropy solutions [46,69], and the methods of periodic unfolding [16,17] and
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two-scale convergence [5]. Variational-evolution structure, such as in the case of gradient
flows and variational rate-independent systems, also facilitates limits [28,51,53,54,67,70,
71].

In this paper we introduce and study such a structure, which arises from the theory of large
deviations for stochastic processes. In recent years we have discovered that many gradient
flows, and also many ‘generalized’ gradient systems, can be matched one-to-one to the large-
deviation characterization of some stochastic process [2,3,24,26,27,52]. The large-deviation
rate functional, in this connection, can be seen to define the generalized gradient system.
This connection has many philosophical and practical implications, which are discussed in
the references above.

We show how in such systems, described by a rate functional, ‘passing to a limit’ is
facilitated by the duality structure that a rate function inherits from the large-deviation context,
in a way that meshes particularly well with coarse-graining.

1.1 Variational approach—an outline

The systems that we consider in this paper are evolution equations in a space of measures. Typ-
ical examples are the forward Kolmogorov equations associated with stochastic processes,
but also various nonlinear equations, as in one of the examples below.

Consider the family of evolution equations

at ,08 — Na E’
e e ey
P =0 = Py,

where N is a linear or nonlinear operator. The unknown p° is a time-dependent Borel
measure on a state space X, i.e. p° : [0, T] — M(X). In the systems of this paper, (1) has
a variational formulation characterized by a functional /¢ such that

I >0 and p°solves (1) & I°(p°) =0. )

This variational formulation is closely related to the Brezis—Ekeland—Nayroles variational
principle [10,41,57,71] and the integrated energy-dissipation identity for gradient flows [4];
see Sect. 5.

Our interest in this paper is the limit ¢ — 0, and we wish to study the behaviour of
the system in this limit. If we postpone the aspect of coarse-graining for the moment, this
corresponds to studying the limit of p® ase — 0. Since p® is characterized by /¢, establishing
the limiting behaviour consists of answering two questions:

1. Compactness Do solutions of I¢(p®) = 0 have useful compactness properties, allowing
one to extract a subsequence that converges in a suitable topology, say ¢?
2. Liminf inequality Is there a limit functional / > 0 such that

pf —> p = liminf I*(p°) > I(p)? A3)
£—0
And if so, does one have
1(p) =0 < psolves d,p = Np,
for some operator N'?

A special aspect of the method of the present paper is that it also applies to approximate
solutions. By this we mean that we are interested in sequences of time-dependent Borel
measures p° such that sup,., I°(p®) < C for some C > 0. The exact solutions are special
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100 Page 4 of 65 M. H. Duong et al.

cases when C = (. The main message of our approach is that all the results then follow from
this uniform bound and assumptions on well-prepared initial data.

The compactness question will be answered by the first crucial property of the functionals
I¢, which is that they provide an a priori bound of the type

t
S (of) + /O R (p) ds < S5 (o8) + I°(o°), 4

where p? denotes the time slice at time 7 and S® and R® are functionals. In the examples of
this paper S is a free energy and R® a relative Fisher Information, but the structure is more
general. This inequality is reminiscent of the energy-dissipation inequality in the gradient-
flow setting. The uniform bound, by assumption, of the right-hand side of (4) implies that
each term in the left-hand side of (4), i.e., the free energy at any time ¢ > 0 and the integral
of the Fisher information, is also bounded. This will be used to apply the Arzela—Ascoli
theorem to obtain certain compactness and ‘local-equilibrium’ properties. All this discussion
will be made clear in each example in this paper.

The second crucial property of the functionals /¢ is that they satisfy a duality relation of
the type

Is(p)=Sl}pJ8(,0,f), (&)

where the supremum is taken over a class of smooth functions f. It is well known how such
duality structures give rise to good convergence properties such as (3), but the focus in this
paper is on how this duality structure combines well with coarse-graining.

In this paper we define coarse-graining to be a shift to a reduced, lower dimensional
description via a coarse-graining map &£ : X — ) which identifies relevant information and
is typically highly non-injective. Note that £ may depend on €. A typical example of such
a coarse-graining map is a ‘reaction coordinate’ in molecular dynamics. The coarse-grained
equivalent of p¢ : [0, T] — M(X) is the push-forward p° := &4p° : [0, T] > M(Y). If
p?¢ is the law of a stochastic process X?, then & p? is the law of the process &(X?).

There might be several reasons to be interested in & p° rather than p? itself. The push-
forward &z p® obeys a dynamics with fewer degrees of freedom, since & is non-injective; this
might allow for more efficient computation. Our first example (see Sect. 1.3), the overdamped
limit in the Vlasov—Fokker—Planck equation, is an example of this. As a second reason, by
removing certain degrees of freedom, some specific behaviour of p® might become clearer;
this is the case with our second and third examples (Sect. 1.3), where the effect of £ is to remove
arapid oscillation, leaving behind a slower diffusive movement. Whatever the reason, in this
paper we assume that some & is given, and that we wish to study the limit of &z p° as ¢ — 0.

The core of the arguments of this paper, that leads to the characterization of the equation
satisfied by the limit of &4 p?, is captured by the following formal calculation:

I (p*) =51}p TP°, )

f=g0k
> sup J°(p%, g0é)
g

ls—)O

sup J(p,go¥é)
8

Qsup F5.0) E: 1p)
8
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Let us go through the lines one by one. The first line is the duality characterization (5) of
I¢. The inequality in the second line is due to the reduction to a subset of special functions
f, namely those of the form f = g o&. This is in fact an implementation of coarse-graining:
in the supremum we decide to limit ourselves to observables of the form g o & which only
have access to the information provided by &. After this reduction we pass to the limit and
show that 74 (p?, g o &) converges to some J (p, g o §)—at least for appropriately chosen
coarse-graining maps.

In the final step (*) one requires that the loss-of-information in passing from p to p is
consistent with the loss-of-resolution in considering only functions f = g o &. This step
requires a proof of local equilibrium, which describes how the behaviour of p that is not
represented explicitly by the push-forward p, can nonetheless be deduced from 4. This
local-equilibrium property is at the core of various coarse-graining methods and is typically
determined case by case.

We finally define I by duality in terms of J as in (s%). In a successful application of
this method, the resulting functional I at the end has ¢ good’ properties despite the loss-of-
accuracy introduced by the restriction to functions of the form g o &, and this fact acts as a
test of success. Such good properties should include, for instance, the property that I=0
has a unique solution in an appropriate sense.

Now let us explain the origin of the functionals 7°.

1.2 Origin of the functional I°: large deviations of a stochastic particle system

The abstract methodology that we described above arises naturally in the context of large
deviations, and we now describe this in the context of the three examples that we discuss
in the next section. All three originate from (slight modifications of) one stochastic process,
that models a collection of interacting particles with inertia in the physical space R?:

P(1)
Aol () = ——dt, (6a)
m
n l : n n y
AP (6) = =VV (QI 1) di—— 3" Vi Q40 - 0} (1)) di = L P! ()dr+/2y0 AW ().
n j=1 m
(6b)
Here Ql’f € R9 and Pl.” € R? are the position and momentum of particlesi = 1, ..., n with

mass m. Equation (6a) is the usual relation between an and Pl.”, and (6b) is a force balance
which describes the forces acting on the particle. For this system, corresponding to the first
example below, these forces are (a) a force arising from a fixed potential V, (b) an interaction
force deriving from a potential i, (c) a friction force, and (d) a stochastic force characterized
by independent d-dimensional Wiener measures W;. Throughout this paper we collect Q7
and P/ into a single variable X" = (Q}, P!").

The parameter y characterizes the intensity of collisions of the particle with the solvent;
it is present in both the friction term and the noise term, since they both arise from these
collisions (and in accordance with the Einstein relation). The parameter 6 = kT,, where k is
the Boltzmann constant and 7y, is the absolute temperature, measures the mean kinetic energy
of the solvent molecules, and therefore characterizes the magnitude of collision noise. Typical
applications of this system are for instance as a simplified model for chemical reactions, or
as a model for particles interacting through Coulomb, gravitational, or volume-exclusion
forces. However, our focus in this paper is on methodology, not on technicality, so we will
assume that i is sufficiently smooth later on.
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We now consider the many-particle limit n — oo in (6). It is a well-known fact that the
empirical measure

1 n
pn(t) =~ 28;(;«(,) 7
1=

converges almost surely to the unique solution of the Viasov—Fokker—Planck (VFP) equa-
tion [60]

dp=( L), (L) pim—div, (p£)+divp p(qu+vqw « 4 y£> +y0 App,
®)
:—div,oJV(H—H/x*u)—i—ydiv,,p%—i—y@A,,p, ©)

with an initial datum that derives from the initial distribution of X?'. The spatial domain here
is R?? with coordinates (¢, p) € R? x RY, and subscripts such as in V, and A, indicate
that differential operators act only on corresponding variables. The convolution is defined
by (¥ % p)(q) = Jgaa ¥ (g —q")p(q’, p')dq'dp’. In the second line above we use a slightly
shorter way of writing .2*, by introducing the Hamiltonian H (g, p) = p*/2m + V(g) and
the canonical symplectic matrix J = (% {). This way of writing also highlights that the
system is a combination of conservative effects, described by J, H, and v, and dissipative
effects, which are parametrized by y. The primal form .Z), of the operator (.Z},)* is

ZLuf = IVH+ Y50V =y oV, f+y00, .

The almost-sure convergence of p, to the solution p of the (deterministic) VFP equation is
the starting point for a large-deviation result. In particular it has been shown that the sequence
(pn) has a large-deviation property [9,22,26] which characterizes the probability of finding
the empirical measure far from the limit p, written informally as

Prob(p, ~ p) ~ exp( = 51(p)).

in terms of a rate functional I : C([0, T']; P(R24)) — R. If we assume that the initial data
X! are chosen to be deterministic, and such that the initial empirical measure p,, (0) converges
narrowly to some pg, then 7 has the form [26]

1= sw [ prdor= [ fodm- /T [ s + 2o 1) dpa

1.2
feCy " RxR) R2d R2d 0 R2d

T
1
-3 / / AL £ dpydt, (10)
0 R2d

provided p;|;=0 = po, where A is the carré-du-champ operator (e.g. [11, Sect. 1.4.2])

1
A(f, g) = E(fu(fg) — [ Zug — 8Luf) =vOVpfV,eg.

If the initial measure p;|;=¢ is not equal to the limit py of the stochastic initial empirical
measures, then / (p) = oo.

Note that the functional 7 in (10) is non-negative, since f = 0 is admissible. If / (p) = 0,
then by replacing f by Af and letting A tend to zero we find that p is the weak solution of (8)
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(which is unique, given initial data pg [35]). Therefore [ is of the form that we discussed in
Sect. 1.1: I > 0, and I (p) = 0 iff p solves (8), which is a realization of (1).

1.3 Concrete problems

We now apply the coarse-graining method of Sect. 1.1 to three limits: the overdamped limit
y — 00, and two small-noise limits 0 — 0. In each of these three limits, the VFP Eq. (8) is
the starting point, and we prove convergence to a limiting system using appropriate coarse-
graining maps. Note that the convergence is therefore from one deterministic equation to
another one; but the method makes use of the large-deviation structure that the VFP equation
has inherited from its stochastic origin.

1.3.1 Overdamped limit of the Vlasov—Fokker—Planck equation

The first limit that we consider is the limit of large friction, y — o0, in the Vlasov—Fokker—
Planck equation (8), setting & = 1 for convenience. To motivate what follows, we divide (8)
throughout by y and formally let y — oo to find

diV,,p(%) +A,p =0,

which suggests that in the limit y — oo, p should be Maxwellian in p, i.e.

2
pi(dq, dp) = Z" exp <—§7m> dp o1(dq), (11

where Z = (2mm)4/? is the normalization constant for the Maxwellian distribution. The
main result in Sect. 2 shows that after an appropriate time rescaling, in the limit y — oo, the
remaining unknown o € C([0, T']; P(R?)) solves the Vlasov—Fokker—Planck equation

0,0 =div(cVV(q)) + div(e (VY x0)) + Ao. (12)

In his seminal work [45], Kramers formally discussed these results for the ‘Kramers
equation’, which corresponds to (8) with ¢ = 0, and this limit has become known as the
Smoluchowski—Kramers approximation. Nelson made these ideas rigorous [58] by studying
the corresponding stochastic differential equations (SDEs); he showed that under suitable
rescaling the solution to the Langevin equation converges almost surely to the solution of (12)
with ¢ = 0. Since then various generalizations and related results have been proved [18,34,
43,56], mostly using stochastic and asymptotic techniques.

In this article we recover some of the results mentioned above for the VFP equation
using the variational technique described in Sect. 1.1. Our proof is made up of the following
three steps. Theorem 2.4 provides the necessary compactness properties to pass to the limit,
Lemma 2.5 gives the characterization (11) of the limit, and in Theorem 2.6 we prove the
convergence of the solution of the VFP equation to the solution of (12).

1.3.2 Small-noise limit of a randomly perturbed Hamiltonian system with one degree
of freedom

In our second example we consider the following equation

dp = —div, (,0£> +div,(pV, V) +eApp  on[0,T] x R, (13)
m
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100 Page 8 of 65 M. H. Duong et al.

where (¢, p) € R2, ¢ € [0, T] and divg, div,, A, are one-dimensional derivatives. This
equation can also be written as

dp=—div(oJVH) +eA,p, on[0,T]x R>. (14)

This corresponds to the VFP Eq. (8) with ¢ = 0, without friction and with small noise
e =y0.

In addition to the interpretation as the many-particle limit of (6), Eq. (14) also is the forward
Kolmogorov equation of a randomly perturbed Hamiltonian system in R? with Hamiltonian
H:

X = (%) . dX,=JVH(X,) +~2¢ <(1)> dw,, (15)
where W; is now a 1-dimensional Wiener process. When the amplitude € of the noise is small,
the dynamics (14) splits into fast and slow components. The fast component approximately
follows an unperturbed trajectory of the Hamiltonian system, which is a level set of H. The
slow component is visible as a slow modification of the value of H, corresponding to a motion
transverse to the level sets of H. Figure 1 illustrates this.

Following [37] and others, in order to focus on the slow, Hamiltonian-changing motion,
we rescale time such that the Hamiltonian, level-set-following motion is fast, of rate O (1/¢),
and the level-set-changing motion is of rate O(1). In other words, the process (15) ‘whizzes
round’ level sets of H at rate O(1/¢), while shifting from one level set to another at rate
o(1).

This behaviour suggests choosing a coarse-graining map & : R*> — T, which maps a
whole level set to a single point in a new space ['; because of the structure of level sets of H,
the set I" has a structure that is called a graph, a union of one-dimensional intervals locally
parametrized by the value of the Hamiltonian. Figure 2 illustrates this, and in Sect. 3 we
discuss it in full detail.

After projecting onto the graph I', the process turns out to behave like a diffusion process
on I'. This property was first made rigorous in [37] for a system with one degree of freedom,
as here, and non-degenerate noise, using probabilistic techniques. In [38] the authors con-
sider the case of degenerate noise by using probabilistic and analytic techniques based on
hypoelliptic operators. More recently this problem has been handled using PDE techniques
[44] (the elliptic case) and Dirichlet forms [15]. In Sect. 3 we give a new proof, using the
structure outlined in Sect. 1.1.

(a) £ =0.005 (b) £ = 0.00005

Fig. 1 Simulation of (15) for varying . Shown are the level curves of the Hamiltonian A and for each case
a single trajectory
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Fig. 2 Left: Hamiltonian R? 5 (g, p) — H(q, p), Right: Graph T"

1.3.3 Small-noise limit of a randomly perturbed Hamiltonian system with d degrees of
Jfreedom

The convergence of solutions of (14) as ¢ — 0 to a diffusion process on a graph requires
that the non-perturbed system has a unique invariant measure on each connected component
of a level set. While this is true for a Hamiltonian system with one degree of freedom, in
the higher-dimensional case one might have additional first integrals of motion. In such a
system the slow component will not be a one-dimensional process but a more complicated
object—see [40]. However, by introducing an additional stochastic perturbation that destroys
all first integrals except the Hamiltonian, one can regain the necessary ergodicity, such that
the slow dynamics again lives on a graph.
In Sect. 4 we discuss this case. Equation (14) gains an additional noise term, and reads

op =—div(pJVH) + kdiv(aVp) +eApp, (16)

where a : R2 — R24x2d with ¢VH = 0, dim(Kernel(a)) = 1, and «, ¢ > 0 with > ¢.
The spatial domain is R??, d > 1 with coordinates (g, p) € R? x R? and the unknown is a
trajectory in the space of probability measures p : [0, T] — P(R??). As before the aim is to
derive the dynamics as ¢ — 0. This problem was studied in [39] and the results closely mirror
the previous case. The main difference lies in the proof of the local equilibrium statement,
which we discuss in Sect. 4.

1.4 Comparison with other work

The novelty of the present paper lies in the following.

1. In comparison with existing literature on the three concrete examples treated in this
paper The results of the three examples are known in the literature (see for instance
[37-39,58]), but they are proved by different techniques and in a different setting. The
variational approach of this paper, which has a clear microscopic interpretation from
the large-deviation principle, to these problems is new. We provide alternative proofs,
recovering known results, in a unified framework. In addition, we obtain all the results on
compactness, local-equilibrium properties and liminf inequalities solely from the varia-
tional structures. The approach also is applicable to approximate solutions, which obey
the original fine-grained dynamics only to some error. This allows us to work with larger
class of measures and to relax many regularity conditions required by the exact solutions.
Furthermore, our abstract setting has potential applications to many other systems.
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100 Page 10 of 65 M. H. Duong et al.

2. In comparison with recently developed variational-evolutionary methods Many recently
developed variational techniques for ‘passing to alimit’ such as the Sandier-Safety method
based on the W—-W* structure [6,51,70] only apply to gradient flows, i.e. dissipative sys-
tems. The approach of this paper also applies to certain variational-evolutionary systems
that include non-dissipative effects, such as GENERIC systems [26,62]; our examples
illustrate this. Since our approach only uses the duality structure of the rate function-
als, which holds true for more general systems, this method also works for other limits
in non-gradient-flow systems such as the Langevin limit of the Nosé—Hoover-Langevin
thermostat [31,61,68].

3. Quantification of the coarse-graining error The use of the rate functional as a central
ingredient in ‘passing to a limit’ and coarse-graining also allows us to obtain quantitative
estimates of the coarse-graining error. One intermediate result of our analysis is a func-
tional inequality similar to the energy-dissipation inequality in the gradient-flow setting
(see (4)). This inequality provides an upper bound on the free energy and the integral of
the Fisher information by the rate functional and initial free energy. To keep the paper to a
reasonable length, we address this issue in details separately in a companion article [23].

We provide further comments in Sect. 5.

1.5 Outline of the article

The rest of the paper is devoted to the study of three concrete problems: the overdamped
limit of the VFP equation in Sect. 2, diffusion on a graph with one degree of freedom in
Sect. 3, and diffusion on a graph with many degrees of freedom in Sect. 4. In each section,
the main steps in the abstract framework are performed in detail. Section 5 provides further
discussion. Finally, detailed proofs of some theorems are given in Appendices A and B.

1.6 Summary of notation

£, j +1, depending on which end vertex O; lies of edge I Sect. 3.1
F Free energy (22), (46)
y (Sect. 2) Large-friction parameter

I, y (Sect. 3) The graph I' and its elements y Sect. 3.1
H(-]) Relative entropy 210
H(q, p) H(q, p) = p*/2m + V(q), the Hamiltonian

" n-dimensional Hausdorff measure

Z(-|-) relative Fisher Information (24)

Int The interior of a set

I¢ Large-deviation rate functional for the diffusion-on-graph problem (48)

17 Large-deviation rate functional for the VFP equation (19)

J J = ( 9, (1)) the canonical symplectic matrix

L Lebesgue measure

L, (L))" Primal and dual generators Sect. 1.2
M(X) Space of finite, non-negative Borel measures on X’

P(X) Space of probability measures on X’

0 Push-forward under & of p 45)
T(y) Period of the periodic orbitat y € T’ 51
Vig) Potential on position (‘on-site”)

X x = (g, p) joint variable

£7,& Coarse-graining maps (30), (44)
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Throughout we use measure notation and terminology. For a given topological space X,
the space M (X) is the space of non-negative, finite Borel measures on X’; P(X) is the space
of probability measures on X'. For a measure p € M([0, T] x Rz"), for instance, we often
write p; € M (R2) for the time slice at time ¢; we also often use both the notation p(x)dx
and p(dx) when p is Lebesgue-absolutely-continuous. We equip M (X) and P(X) with
the narrow topology, in which convergence is characterized by duality with continuous and
bounded functions on X'.

2 Overdamped limit of the VFP equation
2.1 Setup of the system

In this section we prove the large-friction limit y — oo of the VFP Eq. (8). Setting 6 = 1
for convenience, and speeding time up by a factor y, the VFP equation reads

qp=2yp, Lipi=—ydivpJV(H+ ¢ *v)+ y2|:divp <p§) + Ap,oi|, (17)

where, as before, J = ( 0 I> and H(q, p) = p?/2m + V(q). The spatial domain is R

—10
with coordinates (g, p) € R? x R? with d > 1, and p € C([0, T]; P(R*?)). For later
reference we also mention the primal form of the operator .Z;:

fuf:yJV(H+1/f*v)-Vf—yzg-vpf—kyzApf. (18)

We assume

(V1) The potential V € C 2(R?) has globally bounded second derivative. Furthermore V >
0,|VV]2<C(+ V) forsome C >0,ande”" € L1(RY).

(V2) The interaction potential € C ZRHNWEI(RD) is symmetric, has globally bounded
firstand second derivatives, and the mapping v > [ v* dv is convex (or equivalently
non-negative).

As we described in Sect. 1.1, the study of the limit y — oo contains the following steps:

1. Prove compactness;
2. Prove a local-equilibrium property;
3. Prove a liminf inequality.

According to the framework detailed by (1), (2), each of these results is based on
the large-deviation structure, which for Eq. (17) is associated to the functional 1Y
C([0, T]; P(R*)) — R with

T
v = sw | [graor= [ pam- [ [ (o542 5) doar
Rz‘i) R2d R2d 0 R2d

feC*®x
, T
Y 2
_7//|fot| dpzdfi|, (19)
0 R2d
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where %, is given in (18). Alternatively the rate functional can be written as [26, Theorem 2.5]

T
1 . .
5/ / b > dpidt it i p = £ p — v divy(prhy), for b € L2(0, T3 L, (p)), and pli=o = po

0 R2d
+o00 otherwise,

17 (p) =

(20)

where £ is given in (17). For fixed ¢, the space sz(p,) is the closure of the set {V,¢ : ¢ €
CX(R?*h)} in L*(py), the p,-weighted L2-space. Similarly, L2(0, T; L% (p)) is defined as
the closure of {V ¢ : ¢ € C°((0, T) x R?4)} in the L2-space associated to the space—time
density p. This second form of the rate functional shows clearly how I (p) = 0 is equivalent
to the property that p solves the VFP Eq. (17). It also shows that if 77 (p) > 0, then p
is an approximate solution in the sense that it satisfies the VFP equation up to some error
—y div, (p,h;) whose norm is controlled by the rate functional.

2.2 A priori bounds

We give ourselves a sequence, indexed by y, of solutions p? to the VFP Eq. (17) with initial
datum ,o,y l;=0 = po. We will deduce the compactness of the sequence p? from a priori
estimates, that are themselves derived from the rate function 77.

For probability measures v, ¢ on R?? we first introduce:

e Relative entropy:

/ [flog fld¢ if v= f¢,
]de

o0 otherwise.

H@[E) = 2D

e The free energy for this system:

F(v) = H(v|z,;'e*de)+% /

1
Yxvdv = / [logg—i—H—i—fy/f*g] gdx+logZy,
R2d R 2

(22)
where Zy = f e~ and the second expression makes sense whenever v = gdx.

The convexity of the term involving v (condition (V2)) implies that the free energy F is
strictly convex and has a unique minimizer 1 € P(R??). This minimizer is a stationary point
of the evolution (17), and has the implicit characterization

e P@™): wdqdp) = 27 exp(~[H(g. p) + (¥ W(@)]) dadp,  (23)

where Z is the normalization constant for 1. Note that V,uu = —uV,H = —pu/m.
We also define the relative Fisher Information with respect to w (in the p-variable only):

)4 1
Z(vlp) =  sup 2/ [Ap<p - —=Vy0 — 7|Vp<p|2] dv. (24)
wGCL?O (RQ(]) R2d m 2

Note that the right hand side of (24) depends on . via V,, (log ) = —V,H(q, p) = —p/m.
In the more common case in which the derivatives A, and V, are replaced by the full
derivatives A and V, the relative Fisher Information has an equivalent formulation in terms
of the Lebesgue density of v. In our case such equivalence only holds when v is absolutely
continuous with respect to the Lebesgue measure in both ¢ and p:
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Lemma 2.1 (Equivalence of relative-Fisher-Information expressions for a.c. measures) If
v e P(RYM), v(dx) = f(x)dx with f € LY(R*), then

/ ol g oo+ B[ fdgdp, i V,f e L) (dqdp).
Tl = { el f m oc

00 otherwise,

(25)

where 1 s~y denotes the indicator function of the set {x € R2 | f(x) >0} and V), f is the
distributional gradient of f in the p-variable only.

For a measure of the form ¢ (dq) f (p)dp, with { &« dg, the functional 7 in (24) may be
finite while the integral in (25) is not defined. Because of the central role of duality in this
paper, definition (24) is a natural one, as we shall see below. The proof of Lemma 2.1 is given
in Appendix A.

In the introduction we mentioned that we expect p¥ to become Maxwellian in the limit
y — oo. This will be driven by a vanishing relative Fisher Information, as we shall see
below. For absolutely continuous measures, the characterization (25) already provides the

property
5 2
I(fdxl =0 = f(g.p) = f@exp(—2-).

This property holds more generally:

Lemma 2.2 (Zero relative Fisher Information implies Maxwellian) If v € PR with
T(v|p) = 0, then there exists o € P(R?) such that

2
v(dgdp) = Z~ " exp (—f—m) o (dg)dp,

where Z = /Rd e~P 2" dp is the normalization constant for the Maxwellian distribution.

Proof From

)4 1
IO0lp) =  sup 2/ <Apg0 — = . V,p— 7|Vp<p|2>dv =0 (26)
(pECé’o (RM) R2d m 2

we conclude upon disintegrating v as v(dqdp) = o (dq)vy(dp),

1
foroc —ae.q: sup / <A,,¢ -2 v,e- 7|V,,¢|2> vy (dp) = 0.
ngCé’o(Rd) R4 m 2

By replacing ¢ by A¢, L > 0, and taking A — O we find
Vo € CX(RY) : / (Ap¢ _P, v,,¢> v, (dp) =0,
R4 m

which is the weak form of an elliptic equation on R¢ with unique solution (see e.g. [13,
Theorem 4.1.11])

1 p2
vy (dp) = Eexp “om dp.

This proves the lemma. O
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In the following theorem we give the central a priori estimate, in which free energy and
relative Fisher Information are bounded from above by the rate functional and the relative
entropy at initial time.

Theorem 2.3 (A priori bounds) Fixy > Oandlet p € C([0, T1; P(R>*®)) with p;|;1—0 =: po
satisfy

17 (p) < 00, F(pg) < 00. (27)

Then for any t € [0, T] we have

2 t
Foo+ 2 [ Todwrds = 17 0) + Fpo). (8)
0
From (28) we obtain the separate inequality
1 e~ H/2
5 / Hap < Floo) + 17 (p) +log 2 (29)
2 R fRM e

This estimate will lead to a priori bounds in two ways. First, the bound (29) gives tightness
estimates, and therefore compactness in space and time (Theorem 2.4); secondly, by (28), the
relative Fisher Information is bounded by C/y? and therefore vanishes in the limit y — oo.
This fact is used to prove that the limiting measure is Maxwellian (Lemma 2.5).

Proof We give a heuristic motivation here; Appendix B contains a full proof. Given a trajec-
tory p as in the theorem, note that by (20) p satisfies

. . )4 .
0pr = —y divp JV(H + v * py) + )’2<d1Vp pt% + Aplol‘) —ydiv, phy,
with h € L*(0, T; L% (p)).

We then formally calculate

d

—F(py) = / [log pr + 1+ H + ¢ x p,]<—y div p; JV(H + ¥ % p;)
dt R2d

. P .
+ yz(de pt% + Appt) —ydiv, Pthz)

1
= _)/2/ —_—
R2 Pt

2 1 1
S W R R
where the first O(y) term cancels because of the anti-symmetry of J. After integration in
time this latter expression yields (28).

For exact solutions of the VFP equation, i.e. when I (p) = 0, this argument can be made
rigorous following e.g. [8]. However, the fairly low regularity of the right-hand side in (20)
prevents these techniques from working. ‘Mild’ solutions, defined using the variation-of-
constants formula and the Green function for the hypoelliptic operator, are not well-defined
either, for the same reason: the term f f V,G - hdp that appears in such an expression is
generally not integrable. In the appendix we give a different proof, using the method of dual
equations.

Equation (29) follows by substituting

p |2 p
Voor +pi—| +v he\Vppor + pr—
m R2d m

‘ 2

IA

fpaa e

— R2
F(o) =H (Pt W,

zZi! e_H/zd)c>—i-1 Hd,ot—i-l/ ¥ x pr dpy + log
H/2 2 R2d 2 R2d
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in (28), where Zp /2 := [poa e H/Z, O
2.3 Coarse-graining and compactness

As we described in the introduction, in the overdamped limit y — oo we expect that p will
resemble a Maxwellian distribution Z~! exp (— p*/ 2m) o1(dq), and that the g-dependent part
o will solve Eq. (12). We will prove this statement using the method described in Sect. 1.1.

It would be natural to define ‘coarse-graining’ in this context as the projection £ (g, p) :=
g, since that should eliminate the fast dynamics of p and focus on the slower dynamics of
g. However, this choice fails: it completely decouples the dynamics of ¢ from that of p,
thereby preventing the noise in p from transferring to g. Following the lead of Kramers [45],
therefore, we define a slightly different coarse-graining map

£ R¥ L RY, EV(qp) =g+ f. (30)

In the limit y — o0, §¥ — & locally uniformly, recovering the projection onto the g-
coordinate.

The theorem below gives the compactness properties of the solutions p¥ of the rescaled
VFP equation that allow us to pass to the limit. There are two levels of compactness, a weaker
one in the original space R>¢, and a stronger one in the coarse-grained space R? = £ (R?9).
This is similar to other multilevel compactness results as in e.g. [42].

Theorem 2.4 (Compactness) Let a sequence p? € C([0, T]; P(R2)) satisfy for a suitable
constant C > 0 and every y the estimate

1" (") + F(p li=0) < C. (31
Then there exist a subsequence (not relabeled) such that

1. p¥ — pin M([0, T] x R*) with respect to the narrow topology.
2. g;’pl’ — &up in C([0, T, P(RY)) with respect to the uniform topology in time and
narrow topology on P(R?).

For a.e. t € [0, T] the limit p; satisfies
Z(pelnw) =0 (32)

Proof To prove part 1, note that the positivity of the convolution integral involving ¥ and the
free-energy-dissipation inequality (28) imply that H(,o,y |Z;le_H dx) is bounded uniformly
int and y. By an argument as in [7, Prop. 4.2] this implies that the set of space—time measures
{p? : y > 1} is tight, from which compactness in M ([0, T] x R??) follows.

To prove (32) we remark that

T T
)4 1
0<  sup 2/ / [Ap<p— Lg,e- 7|Vp(p|2i|dptydt 5/ T(p! |w) dt

peC®(RxR2d) JO JRM m 2 0

C y—

=5 = 0,

14

and by passing to the limit on the left-hand side we find

T
1
sup 2 / f (806 = 2,0 = 19,0 dpdt = 0.
peC®RxR29) JO JRM m 2
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By disintegrating p in time as p(dtdqdp) = p;(dgdp)dt, we find that Z(p;|u) = O for
(Lebesgue-) almost all 7.

We prove part 2 with the Arzela—Ascoli theorern For any ¢ € [0, T'] the sequence E# ,o, is
tight, which follows from the tightness of pt proved above and the local uniform convergence
£V — £ (seee.g. [4, Lemma 5.2.1]).

To prove equicontinuity we will show that

h—0
sup  sup sup / & o]y —EL 0 ZZ50. (33)
y>1 1€[0,T—h] peC2(RY) R4
lellc2gay =1

In fact, (33) is a direct consequence of the following stronger statement

/ 9@ pl'y — &l p) < ClIVolloovh (34)

with C independent of 7, y and ¢. Note that (34) in particular implies a uniform 1/2-Holder
estimate with respect to the L'-Wasserstein distance.

Letus now give the proof of (34). Indeed, the boundedness of the rate functional, definition
(20), and tightness of p? imply that there exists some h” € L0, T; sz (pt’/ )) with

apl = (L)l —ydivy(p]h]). (35)

in duality with Cj 2(R?), pointwise almost everywhere in ¢ € [0, T]. Therefore for any
fecC 2(de) we have in the sense of distributions on [0, 7],

d ¥ p
— = — Vo f —yV, V.-V, f —yV,f-(V Y
d[/]Rdept /de<ym qf Y Vq pf Y pf ( qI//*p)
P
=V Vol VA [+ VS h?))dpf.
To prove (34), make the choice f = ¢ o £ for ¢ € CCZ(Rd) and integrate over [f,t + h].

Note that due to the specific form of §¥ = ¢ + p/y the terms y% -V, f and yzﬁ Vo f
cancel and therefore

vV vy rth P Y p
/Rdw(é#p,Jrh—S#p,)=ft /RM<—VV(q)~V<p(q+;)—(Vqllf*ps)(q)-W(q*-;)

+A<p<q+§>+w<q+ ) Y (q, p))cl,osydY

We estimate the first term on the right hand side by using Holder’s inequality and growth
condition (V1),

t+h

VV(g) - Vo (q + 5) dp! ds
2d y

t R
t+h 172
<ol ([ [ varat as)
t a

t+h 172
< Vol (/ [ Cl+ Vgl ds)

t ]RZd
< ClIVollsovh,
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where the last inequality follows from the free-energy-dissipation inequality (28). For the
second term we use |V ¥ * ol < IV4¥lloo and the last term is estimated by Holder’s

inequality,
t+h » t+h 5 5
/ / Vo (q+—) 1Y (q. p)dplds| < ||V<p||ooﬁ(/ [ I dp!ds>
t R2d Y t R2d
1
< IVpllaVh (217 (p7))? < ClIV@lloovh.

To sum up we have

< ClIVgllovh =5 0,

[ ool ol

where C is independent of 7, y and ¢.

Thus by the Arzela—Ascoli theorem there existsav € C([0, T']; P(R?)) such thatéé’ pY —
v with respect to uniform topology in time and narrow topology on P(R?). Since p¥ — p
in M([0, T] x R%) and £ — & locally uniformly, we have 5#/,07/ — &gp in M([0, T'] x
R?) (again using [4, Lemma 5.2.1]), implying that v = &xp. This concludes the proof of
Theorem 2.4.

2.4 Local equilibrium

A central step in any coarse-graining method is the treatment of the information that is ‘lost’
upon coarse-graining. The lemma below uses the a priori estimate (28) to reconstruct this
information, which for this system means showing that p” becomes Maxwellian in p as
y — 00.

Lemma 2.5 (Local equilibrium) Under the assumptions of Theorem 2.4, let p¥ — p in
M([0, T x R2) with respect to the narrow topology and 5;’,07’ — Exp in C([0, T1; P(RY))
with respect to the uniform topology in time and narrow topology on P(R?). Then there exists
o € C([0, T]; P(RY)), o(dtdq) = o:(dq)dt, such that for almost all t € [0, T],

2
pi(dgdp) = Z " exp <—§—m> 01(dq)dp. (36)

where Z = f]R{d e~P 2" dp is the normalization constant for the Maxwellian distribution.
Furthermore §£ pY — o uniformly in time and narrowly on P(R?).

Proof Since p¥ — p narrowly in M([0, T] x R?4), the limit p also has the disintegration
structure p(dtdpdq) = p;(dpdq)dt, with p; € P(R>?). From the a priori estimate (28) and
the duality definition of Z we have Z(p;|i) = 0 for almost all 7, and the characterization (36)
then follows from Lemma 2.2. The uniform in time convergence of éjg pY implies “;‘;/ oY —
&4 p = o uniformly in time and narrowly on P(RY) and the regularity o € C([0, T']; P(Rd ).

2.5 Liminf inequality
The final step in the variational technique is proving an appropriate liminf inequality which

also provides the structure of the limiting coarse-grained evolution. The following theorem
makes this step rigorous.

@ Springer



100 Page 18 of 65 M. H. Duong et al.

Define the (limiting) functional I : C([0, T]; PR > R by

T
(o) := sup / gTdch—/ godoo—/ / (B,g
geCl ®xRd) /R R 0 JRI

—VV .Vg— (V %0)- Vg + Ag)da,dt

1 T
—5/0 /Rd |Vg|? doydt. (37)

Note that I > 0 (since g = 0 is admissible); we have the equivalence

I(0)=0 <= 00 =divoVV(q)+diva(V¥y xo)+ Ao in[0,T] x RY.
Theorem 2.6 (Liminf inequality) Under the same conditions as in Theorem 2.4 we assume
that p¥ — p narrowly in M([0, T1 x R*?) and &} p¥ — &4p = o in C([0, T1; P[RY)).
Then

liminf 17 (p") > I (o).
y—00

Proof Write the large deviation rate functional ¥ : C([0, T]; P (R2)) — Rin (19) as

1" (p) = sup TV (p, ), (38)
feC)? RxRX)

where
T p
7 w.n= [ srapr= [ s [ [ <8rf+y—-vqf—quV-fo
R2d R2d 0 R2d m
=y Vpf (Vg * pr)
2 T
14 2
—yzg'vpf—H/ZApf)dptdf—*/ }fo| dpdt.
m 2 0 R2d

Define A := {f = g 0 & with g € C}”*(R x R?)}. Then we have

17 (p”) = sup J7(p", f),
feA
and

Jy(py,g0§y)=/ grosydp;—/ 9007 dp]
RZd ]RZ(I

T p
—/ / [axgosV)—quw)Vg(wf)
0 JR2 Y

+ Ag(q + 5) - Vg(c] + 5) (Vg * pty)(q)]dprydt

1 T
-5 fo fR V(g o&”)[*dp] dt. (39)

Note how the specific dependence of €Y (¢, p) = g + p/y on y has caused the coefficients y
and 2 in the expression above to vanish. Adding and subtracting VV (g +p/y)-Vg(g+p/y)

@ Springer



Variational approach to coarse-graining of generalized... Page 19 of 65 100

in (39) and defining p := Ezpy, JY can be rewritten as

T
JV(p,gosy)=/ grdxs%—f godﬁg—/ / (g — VV - Vg + Ag) ()P (dg)dr
R4 R4 0 R4

1 T
5 | [ werasta

2 0 Rd

T p p
—/f <VV(61+—>—VV(61))-Vg<q+*)dp,ydt

R2d y
/ / ( ) (Vg # o )q)dp] d1.
(40)

We now show that (40) converges to the right-hand side of (37), term by term. Since
EKpV — &xp = o narrowly in M([0, T'] x R2d) and g€ Cl’z(R x R9) we have

// dhg —VV - Vg+Ag+7|Vg| )d,a,”dt //
]Rd R‘l

(a,g —VV.Vg+Ag+ 5|Vg| )da,dt.

Taylor expansion of VV around ¢ and estimate (29) give

T p p
VV(g+=)-VV() ) Velq+ = |dp!dt
R2d Y Y
T pz 1/2 C oo
< ID*VsollVglloov'T (/ / —zdp?dt) <—I5o.
0 JR2 Y Y

Adding and subtracting Vg(q) - (V,¥ * p} )(¢) in (40) we find

//vag<q+ )(v v x o) q)dp] di = // V() - (Vay * p])q)dp] di

+/ / [Vg(q + E) - Vg(q)] (Vg ¥ * p{ )(g)dp! d1.
0 Jrd Y

Since p¥ — p we have p¥ ® p¥ — p ® p and therefore passing to the limit in the first term
and using the local-equilibrium characterization of Lemma 2.5, we obtain

/ / V(@) - (Vo 07)(q) dp} dt——>/ / Vg (Vy o) doydt.

For the second term we calculate

y [Vg(q + B) - Vg(q)] (Vg * ") (q)dp/ dt| <

R

12
—00
< 1D oo IV ¥ looNT (f / ly—dp}’dt) <=

Therefore

T T
/ / Vg<q + 3) (Vgrp? ) (q)dp! dt L= / / Vg (Vi x0)dodt.
0 R2d Y 0 R4

[}
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2.6 Discussion

The ingredients of the convergence proof above are, as mentioned before, (a) a compactness
result, (b) a local-equilibrium result, and (c) a liminf inequality. All three follow from the
large-deviation structure, through the rate functional /7. We now comment on these.

Compactness Compactness in the sense of measures is, both for p¥ and for f,:;/ pY, asimple
consequence of the confinement provided by the growth of H. In Theorem 2.4 we provide a
stronger statement for é;’ p?, by showing continuity in time, in order for the limiting functional
I(o0) in (37) to be well defined. This continuity depends on the boundedness of I7.

Local equilibrium The local-equilibrium statement depends crucially on the structure of
17, and more specifically on the large coefficient > multiplying the derivatives in p. This
coefficient also ends up as a prefactor of the relative Fisher Information in the a priori
estimate (28), and through this estimate it drives the local-equilibrium result.

Liminfinequality As remarked in the introduction, the duality structure of 77 is the key to the
liminf inequality, as it allows for relatively weak convergence of p¥ and Z;';’ pY . Therole of the
local equilibrium is to allow us to replace the p-dependence in some of the integrals by the
Maxwellian dependence, and therefore to reduce all terms to dependence on the macroscopic
information E;’ pY only.

As we have shown, the choice of the coarse-graining map has the advantage that it has
caused the (large) coefficients y and 2 in the expression of the rate functionals to vanish.
In other words, it cancels out the inertial effects and transforms a Laplacian in p variable
to a Laplacian in the coarse-grained variable while rescaling it to be of order 1. The choice
&(q, p) = g, on the other hand, would lose too much information by completely discarding
the diffusion.

3 Diffusion on a graph in one dimension

In this section we derive the small-noise limit of a randomly perturbed Hamiltonian system,
which corresponds to passing to the limit ¢ — 0in (14). In terms of a rescaled time, in order
to focus on the time scale of the noise, Eq. (14) becomes

1
& pf = - div(p® JVH) + App°. (41)

-10
is the Laplacian in the p-direction, and the equation holds in the sense of distributions. The
Hamiltonian H € C?(R%*¢; R) is again defined by H(q, p) = p?/2m + V(q) for some
potential V : RY — R. We make the following assumptions (that we formulate on H for
convenience):

Here p? € C([0, T], P(R?)), J = ( 0 1) is again the canonical symplectic matrix, A,

(A1) H > 0, and H is coercive, i.e. H(x) "“;"‘3 00;

(A2) [VHI|,|AH|, |VpH|* < C(1 + H);
(A3) H has a finite number of non-degenerate (i.e. non-singular Hessian) saddle points
O1,...,0, with H(O;) # H(Oj) forevery i, j € {l,...,n},i # j.

@ Springer



Variational approach to coarse-graining of generalized... Page 21 of 65 100

As explained in the introduction, and in contrast to the VFP equation of the previous
section, Eq. (41) has two equally valid interpretations: as a PDE in its own right, or as the
Fokker-Planck (forward Kolmogorov) equation of the stochastic process

Xe — (g:) . dXE = éJVH(Xf)dt ++2 (?) dW;. (42)

For the sequel we will think of p¢ as the law of the process X¢; although this is not strictly
necessary, it helps in illustrating the ideas.

3.1 Construction of the graph T’

As mentioned in the introduction, the dynamics of (41) has two time scales when 0 <
& < 1, afastand a slow one. The fast time scale, of scale ¢, is described by the (deterministic)
equation

1
x=-JVH(x) inR? (43)
&

whereas the slow time scale, of order 1, is generated by the noise term.

The solutions of (43) follow level sets of H. There exist three types of such solutions: sta-
tionary ones, periodic orbits, and homoclinic orbits. Stationary solutions of (43) correspond
to stationary points of H (where VH = 0); periodic orbits to connected components of level
sets along which VH # 0; and homoclinic orbits to components of level sets of H that are
terminated on each end by a stationary point. Since we have assumed in (A3) that there is at
most one stationary point in each level sets, heteroclinic orbits do not exist, and the orbits
necessarily connect a stationary point with itself.

Looking ahead towards coarse-graining, we define I" to be the set of all connected com-
ponents of level sets of H, and we identify I with a union of one-dimensional line segments,
as shown in Fig. 3. Each periodic orbit corresponds to an interior point of one of the edges of
I'; the vertices of I" correspond to connected components of level sets containing a stationary
point of H. Each saddle point O corresponds to a vertex connected by three edges.

For practical purposes we also introduce a coordinate system on I". We represent the edges
by closed intervals I; C R, and number them with numbers k = 1, 2, ..., n; the pair (h, k)
is then a coordinate for a point y € T', if k is the index of the edge containing y, and & the
value of H on the level set represented by y. For a vertex O € T', we write O ~ I if O

Fig. 3 Left: Hamiltonian R2 > (g, p) — H(q, p), Right: Graph T"
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is at one end of edge Ix; we use the shorthand notation =4, ; to mean 1 if O; is at the upper
end of /i, and —1 in the other case. Note that if O ~ I, O ~ I, and O ~ I, and hg
is the value of H at the point corresponding to O, then the coordinates (hq, k1), (ho, k2)
and (ho, k3) correspond to the same point O. With a slight abuse of notation, we also define
the function k : R> — {1,...,n} as the index of the edge Iy C I' corresponding to the
component containing (g, p).

The rigorous construction of the graph I' and the topology on it has been done several
times [15,36,37]; for our purposes it suffices to note that (a) inside each edge, the usual
topology and geometry of R! apply, and (b) across the whole graph there is a natural concept
of distance, and therefore of continuity. It will be practical to think of functions f : ' — R
as defined on the disjoint union L I;. A function f : I' — R is then called well-defined
if it is a single-valued function on I" (i.e., it takes the same value on those vertices that are
multiply represented). A well-defined function f : I' — Ris continuous if f|; € C(I) for
every k.

We also define a concept of differentiability of a function f : I' — R. A subgraph of T is
defined as any union of edges such that each interior vertex connects exactly two edges, one
from above and one from below—i.e., a subtree without bifurcations. A continuous function
on I is called differentiable on I if it is differentiable on each of its subgraphs.

Finally, in order to integrate over I", we write dy for the measure on I" which is defined on
each Iy as the local Lebesgue measure dh. Whenever we write |}, this should be interpreted

as Zk f I
3.2 Adding noise: diffusion on the graph

In the noisy evolution (42), for small but finite ¢ > 0, the evolution follows fast trajectories
that nearly coincide with the level sets of H; the noise breaks the conservation of H, and
causes a slower drift of X, across the levels of H. In order to remove the fast deterministic
dynamics, we now define the coarse-graining map as

£:R* T, &g, p) = (H(q, p) kg, p)), (44)

where the mapping k : R> — {1, ..., n} indexes the edges of the graph, as above.

We now consider the process £(X?), which contains no fast dynamics. For each finite
e > 0, £(X7) is not a Markov process; but as ¢ — 0, the fast movement should result in a
form of averaging, such that the influence of the missing information vanishes; then the limit
process is a diffusion on the graph I".

The results of this section are stated and proved in terms of the corresponding objects p°
and p°, where p° is the push-forward

P = &xp", (45)
as explained in Sect. 1.1, and similar to Sect. 2. The corresponding statement about p® and

0 is that p¢ should converge to some o, which in the limit satisfies a (convection-) diffusion
equation on I'. Theorems 3.2 and 3.6 make this statement precise.

3.3 Compactness

As in the case of the VFP equation, Eq. (41) has a free energy, which in this case is simply
the Boltzmann entropy
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Fp) = / plogp L2, (46)
Rz

where £2 denotes the two dimensional Lebesgue measure in R?.
The corresponding ‘relative’ Fisher Information is the same as the Fisher Information in
the p-variable,

1
Z(plL?) = sup 2 f [pr—5|vp¢|2] dp, 47)
peCPR?) JR?

and satisfies for p = f L2

21 = [ 19, tog £ £ dadp.

whenever this is finite.
The large deviation functional 7¢ : C ([0, T]; PR?)) — Ris given by

T
1
Fo)= s [/frdpr—/fodpo—//<3zf+gJVH'Vf+Apf> dpudt
2 0 R2

fece?®xr?) b i
| T
2
_ E// 1V, f] dp,dt]. (48)
0 R2

For fixed ¢ > 0, p* solves (41) iff 1¢(p%) = 0.
The following theorem states the relevant a priori estimates in this setting.

Theorem 3.1 (A priori estimates) Lete > QOandlet p € C([0, T]; PR2)) with p;|1—0 =: po
satisfy
I¥(p) + F(po) +/2 Hdpy < C.
R

Then for any t € [0, T] we have
/ Hpy di < C', (49)
R2

where C' > 0 depends on C but is independent of €. Furthermore, for anyt € [0, T] we have

1 t
Flp+5 /0 T(ps|£2) ds < I°(p) + F(po)- (50)

See Appendix D for a proof of Theorem 3.1.

Note that the estimate (50) implies that F(p;) = H(ps |£2) is finite for all 7, and therefore
pr is Lebesgue absolutely continuous. We will often therefore write p; (x) for the Lebesgue
density of p;. In addition, the integral of the relative Fisher Information is also bounded:
0< [y Z(ps|LH ds < C.

The next result summarizes the compactness properties for any sequence p° with
sup, 1°(p®) < oo.

Theorem 3.2 (Compactness) Let a sequence p® € C([0, T1; PR2)) with p&l—g =: J
satisfy for a constant C > 0 and all ¢ > 0 the estimate

Io°) + F(of) + fR Hdpj < C.
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Then there exist subsequences (not relabelled) such that

1. pf — pin M([0, T] x R?) in the narrow topology;
2. pf — p = &p in C([0, T]; P(I")) with respect to the uniform topology in time and
narrow topology on P(I").

Finally, we have the estimate
1! 2
F(pr) + 3 I(ps|LYds < C  forallt € [0,T].
0

The sequence p? is tight in M ([0, T'] x R2?) by estimate (49), which implies Part 1. The proof
of part 2 is similar to Part 2 in Theorem 2.4, and the final estimate is a direct consequence of
(50).

3.4 Local equilibrium

Theorem 3.2 states that p? converges narrowly on [0, 7] x R? to some p. In fact we need a
stronger statement, in which the behaviour of p on each connected component of H is fully
determined by the limit /.

Lemma 3.3 below makes this statement precise. Before proceeding we define 7 : I' — R
as

S (dx)
T = —_— 51
) /wy) e 51)

where 7! is the one-dimensional Hausdorff measure. T has a natural interpretation as the
period of the periodic orbit of the deterministic Eq. (43) corresponding to y. When y is an
interior vertex, such that the orbit is homoclinic, not periodic, T (y) = 4o00. T also has a
second natural interpretation: the measure 7 (y)dy = T (h, k)dh on T is the push-forward
under £ of the Lebesgue measure on R?, and the measure T (y)dy therefore appears in
various places.

Lemma 3.3 (Local Equilibrium) Under the assumptions of Theorem 3.2, let p* — p in
M([0, T x R?) with respect to the narrow topology. Let p be the push-forward &g p of the
limit p, as above.

Then for a.e. t, the limit p; is absolutely continuous with respect to the Lebesgue measure,
0¢ is absolutely continuous with respect to the measure T (y)dy, where T(y) is defined in
(51). Writing

pi(dx) = pi(x)dx  and  p(dy) = a;(Y)T (y)dy,
we have

pr(x) = a;(E(x))  foralmostall x € R%andt € [0, T]. (52)

Proof From the boundedness of /¢ (p®) and the narrow convergence p® — p we find, passing
to the limit in the rate functional (48), for any f € CCI’Z(R x R?)
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T
f / JVH -V fdpdt =0. (53)
0 R2

Now choose any ¢ € CCZ([O, T] x R?) and any { € Cg([’) such that ¢ is constant in a
neighbourhood of each vertex; then the function f(z, x) = ¢(&(x))e(t, x) is well-defined
and in Ccz.([O, T1 x R?%). We substitute this special function in (53); since JVHV({ 0€) =0,
we have JVHV f = (¢ 0 §)JVHVe. Applying the disintegration theorem to p, writing
pr(dx) = py(dy)pr (dx|y) with supp 5, (-|ly) C €~ (y), we obtain

//;(wp,(dy)/ Vg - WIVHIP(IJ/)d%I

_ / / c0Np(dy) / 00| VH|p(1y)d e d,
0 r £ 1(y)

where 9; is the tangential derivative. By varying ¢ and ¢ we conclude that for p-almost
every (v, 1), |[VH|p,(-ly) = C,,, for some y, t-dependent constant C,, ; > 0, and since p is
normalized, we find that

1
for ﬁ-a.e. (y, t) : ﬁ,(dxh/) = ijl LE—I(y)(d)C). (54)

This also implies that p;(-]y) is in fact 7-independent.
For measurable f we now compare the two relations

_ _ S 1
[ rdo= [ sorn0ras = [ar [ Ry @

A ] Aidy) O
[ y _ T ey
[ a0 = [ y)/s_l(y)f(y)p( i = [ B [ Wy @)

where we have used the co-area formula in the first line and (54) in the second one. Since f
was arbitrary, (52) follows for almost all 7. O

3.5 Continuity of p and p

As a consequence of the local-equilibrium property (52) and the boundedness of the Fisher
Information, we will show in the following that p and its push-forward p satisfy an important
continuity property. We first motivate this property heuristically.

The local-equilibrium result Lemma 3.3 states that the limit measure p depends on x only
through &(x). Take any measure p € P(R?) of that form, i.e. p(dx) = f(&(x))dx, with
finite free energy and finite relative Fisher Information. Setting f = f o0&, by Lemma 2.1,
\7 f is well-defined and locally integrable.

Consider a section €2, of the (¢, p)-plane as shown in Fig. 4, boundedby ¢ = aand g = b
and level sets H = h and H = h + ¢. The top and bottom boundaries y and y, correspond
to elements of I' that we also call y and y,; they might be part of the same edge k of the
graph, or they might belong to different edges. As ¢ — 0, y, converges to y.

By simple integration we find that

/ Vpf = frpdr=(f(ye) — fF)(B —a),
Qe yeUy
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Ye h+e
v h
l
q
1| a b 1

Fig. 4 Section  in which H ~L(h) is transverse to P

where dr is the scalar line element and n;, the p-component of the normal n. Applying
Holder’s inequality we find

I : AR
Ib—allf(ya)—f(y)lz’/QV,m‘s(/ ;yvppF) (/ ,0) =9,

This argument shows that f is continuous from the right at the point y € I'.

The following lemma generalizes this argument to the case at hand, in which p also
depends on time. Note that Int I is the interior of the graph I', which is I without the lower
exterior vertices.

Lemma 3.4 (Continuity of p) Let p € P([0,T] x R?), p(dtdx) = f(t, &E(x))dtdx for a
Borel measurable f : [0, T] x I' — R, and assume that

T
/ T(o |2 di + sup F(pr) < oo,
0 te[0,T]

Then for almost all t € [0, T], y +— f(t, y) is continuous on Int I".

Proof The argument is essentially the same as the one above. For almostall z, p; is Lebesgue-
absolutely-continuous and Z(p;|£) is finite, and the argument above can be applied to the
neighbourhood of any point x with VH (x) # 0, and to both right and left limits. The only
elements of I' that have no representative x € R? with VH (x) # 0 are the lower ends of
the graph, corresponding to the bottoms of the wells of H. At all other points of ' we obtain
continuity.

Corollary 3.5 (Continuity of o) Let p be the limit given by Theorem 3.2, and p = &xp its
push-forward. For almost all t, p; < T (y)dy, and dp; /T (y)dy is continuous on IntT".

This corollary follows by combining Lemma 3.4 with Lemma 3.3.
3.6 Liminf inequality
We now derive the final ingredient of the proof, the liminf inequality. Define

sup  JB,g) if b < T(y)dy, p(dy) = fi(y)T(y)dy with f continuous on Int T,
geCl2(RxT)

1(p) = for almost all ¢ € [0, T,

+00 otherwise,

(35)
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where
. T
(b g) = /F grdpr— /F godpo— /0 /F (3r8:() + AGE () + B8, ()i (dy)d

1 T
—5/ / A (g ()i (dy)dt, (56)
0 r

and we use g’ and g” to indicate derivatives with respect to h. For y € T, the coefficients are
defined by

1 (V,H? | 1 ApH
A(y) = dx", B(y)=—— dxt,
T(y) Je-1) IVH| T(y) Je=1) IVH]
1
T( )::/ ——dn". (57)
7 Jer) IVH]

Note that for our particular choice of H(q, p) = p%/2m + V(q), we have B(y) = 1/m.
The class of test functions in (55) is Ccl.’z(]R x I'); recall that differentiability of a function
f : T = Risdefined by restriction to one-dimensional subgraphs, and C, 2 2 (R xT") therefore
consists of functions g : I' — R that are twice continuously differentiable in / in this sense.
The subscript ¢ indicates that we restrict to functions that vanish for sufficiently large % (i.e.
somewhere along the top edge of I').
Note that again I>0; formally, I (p) = 0 iff p satisfies the diffusion equation

b = (AP)" — (BP),
and we will investigate this equation in more detail in the next section.

Theorem 3.6 (Liminf inequality) Under the same assumptions as in Theorem 3.2, let p® —
0 in M([0, T1; R?) and p¢ = &xp® — &4p =: p in C([0, T]; P(I)). Then

liminf 7% (p%) > 1(p).
e—0
Proof Recall the rate functional from (48)

()= sup T, f),  where (58)
feCt2RxR2)

r 1
gt fyi= [ sndos— [ sodoi~ [ [ (a4 LoV VS8, r)
R2 R2 0 R2 &
1 [T 2
dpfdz—f/ / |V, f| dptdt.
2 0 R2
Define A := {f =goé&: g€ Ccl.’z(]R X F)}. Then we have

15(p%) > sup J°(p°, f).
feA

Since JVHV (g o &) = 0, upon substituing f = g o & into J° the O(1/¢) term vanishes.
Using the notation g’ for the partial derivative with respect to &, d; g for the time derivative,
and suppressing the dependence of g on time, we find
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T
TP, g 08) = f grdpr — / god — / / (a,g(s(x»+g”(s<x>)(va<x))2
I T 0 R2
+g/(5(x))ApH(x))pf(dx)dt

1 T
—5/ / g (E())V, H(x)[* pf (dx)dt. (59
0 R2

The limit of (59) is determined term by term. Taking the fourth term as an example, using
the co-area formula and the local-equilibrium result of Lemma 3.3, the fourth term on the
right-hand side of (59) gives

T T
f / ¢ (E())(V,p H()20f (dx)dt <2 /0 fR GOV H )0y (dx)ds

g”(y)pt(dy)</ M%l y ):/T/A O
f f T(y) 1) IVHY)I 7 (dy) b Jr g (y)pi(dy)dt,

where A : ' — Ris defined in (57). Proceeding similarly with the other terms we find

liminf I°(0°) > sup  J(p.g). (60)
e=0 geCL2RXT)

This concludes the proof of Theorem 3.6. O

3.7 Study of the limit problem

We now investigate the limiting functional [ from (55) a little further. The two main results
of this section are that 7 can be written as

s : (7 (A ap
6.9 = [ grapr= [ wapo- [ [ [agiap+(aagy+5mg”) 2 ar. o0
r r 0 r

and that 7 satisfies

[(p) = sup J(p,g) forall p e C([0,T]; P(I)), (62)
geA

where A is the larger class

A ::{g CYOR XTI 8l,, € Cy2(R x I), V interior vertex O; Vr :

Y 480, TAO k) = 0}, ©3)
ki]k“’Oj

The admissible set A relaxes the conditions on g at interior vertices: instead of requiring g
to have identical derivatives coming from each edge, only a single scalar combination of the
derivatives has to vanish. (In fact it can be shown that equality holds in (62), but that requires
a further study of the limiting equation that takes us too far here.)

Both results use some special properties of 7', A, and B, which are given by the following
lemma. In this lemma and below we use 7A and T B for the functions obtained by multiplying
T with A and B; these combinations play a special role, and we treat them as separate
functions.
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Lemma 3.7 (Properties of TA and T B) The functions TA and T B have the following prop-
erties.
1. TA € CY(Iy) for each k, and (TA) = T B;
2. TA is bounded on compact subsets of T';
3. At each interior vertex Oj, for each k such that I ~ O, TA(O;, k) := %161111 TA(h, k)
h—0;
exists, and
> 4 TAO. k) = 0. (64)
kil~0;
From this lemma the expression (61) follows by simple manipulation.
With these two results, we can obtain a differential-equation characterization of those p
with 7(p) = 0. Assume that a p with 1(p) = 0 is given. By rescaling we find that for all

g € .A,
T A
~ A N / /dpt
grdpr — | godpo = 0grdp + (TA g;) —— |dt. (65)
r r o Jr T

As already remarked we find a parabolic equation inside each edge of T,

ai = (1 (2)) = @ap)" = Bh. (66)

We next determine the boundary and connection conditions at the vertices.

Consider a single interior vertex O;, and choose a function g € A such that supp g
contains no other vertices. Writing p; (dy) = f;(y)T (y)dy we find first that f; is continuous
at O}, by the definition (55) of I. Then, assuming that p is smooth enough for the following
expressions to make sense!, we perform two partial integrations in y and one in time on (65)
and substitute (66) to find

T
0 =/0 £i(0)) >+ TA(O;, kg (0;. k) dt
k:]k’\'Oj

T
_/0 2(0) S 5 TAO;, k) £(0;, k) dt.

k:l~0;
The first term vanishes since g € A, while the second term leads to the connection condition

at each interior vertex O; : Z +4; TA(O;, k)f,’(Oj, k) =0.
k:I~0;

The lower exterior vertices and the top vertex are inaccessible, in the language of [30,50],
and therefore require no boundary condition. Summarizing, we find that if /(p) = 0, then
p =: fTdy satisfies a weak version of Eq. (66) with connection conditions

at each interior vertex O; :  f is continuous and Z +4; TA(Oj, k) f,’(Oj, k) =0.
k:IkNO_/

This combination of equation and boundary conditions can be proved to characterize a well-
defined semigroup using e.g. the Hille—Yosida theorem and the characterization of one-
dimensional diffusion processes by Feller (e.g. [30]).

We now prove the inequality (62).

! This can actually be proved using the properties of A and B near the vertices and applying standard parabolic
regularity theory on each of the edges.
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Lemma 3.8 (Comparison of / and I) We have

1(p) = 1(p) == sup J(p, g).
geA

Proof Take psuchthat [ (p) < oo, implying that o, (dy) = f;(y)T (y)dy with f; continuous
on IntI" for almost all 7. Choose g € A; we will show that I (p) > J (p, g), thus proving
the lemma. For simplicity we only treat the case of a single interior vertex, called O; the
case of multiple vertices is a simple generalization. For convenience we also assume that O
corresponds to 1 = 0.

Define

8s.1(h, k) = gi(h, k)gs(h) + (1 — £5(h))g:(0), (67)
where 5 is a sequence of smooth functions such that

e (s is identically zero in a §-neighbourhood of O, and identically 1 away from a 24-
neighbourhood of O;
e (s satisfies the growth conditions [£{| < 2/8 and |¢f'| < 4/82.

We calculate 7 (p, gs). The limit of the first three terms is straightforward: by dominated
convergence we obtain

T T
N N ~ 6—0 A~ N N
/ga,rd,OT—f gs,odpo—/ /8t85,tdpz ;/grdpr—/ godpo—/ /atgldpt~
r r 0 JI r r 0 r

Next consider the term

T T
//A(V)gé’(y)ﬁ;(dy)def / [g”(h,k)ia(h)
0 Jr 0 Jr

+2¢5(h)g (h, k) +85 () [hg' (O, k)+0(h2)]}A(V)/3:(dV)dl.
(68)

Since the function (y, 1) — A(y)g/ (y) € L*(f;) the first term in (68) again converges
by dominated convergence:

T T
fo /F ¢!/ (h. )55 (M Ah, Ky (dy)di 2= /0 /F ¢!/ (h. ) AGh. k) py (dy)d.

Abbreviate f;(y)TA(y) as a(y); note that a is continuous and bounded in a neighbourhood
of O. Write the second term on the right-hand side in (68) as (supressing the time integral
for the moment)

Z/F;“g(h)g’(h,k)a(h,k)dh =2/r;g(h)g’(h,k)(a(h,k) —a(0,k))dy

+2) a0,k /1 g (h)(g'(h, k) — §'(0, k))dh
k k

+2) a0.k)g'(0.k) / ¢ (hydh
X Tk

Z2040-2 ) +404/(0.k)a(0.k)
k:1k~0
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=2 ) +08'(0.k) £(0, k) TAQ, k).
k:1k~0

The limit above holds since —{8’(~, k) converges weakly to a signed Dirac, £ 080, as § — 0.
Proceeding similarly with the remaining terms we have

T
1) = T(p, g5) =5 /Fgrdﬁr—/rgodﬁo—/o /F(BzngrA(y)g{’(J/)
+ B(y)g;(¥)) i (dy)dt

1 T T
-5 /0 /F A8 () pr(dy)di - fo fx(O,k)[ 3" 0 TAO, b)g) (O, k)]dt.

k: I ~0
Note that the final term vanishes by the requirement that g € A, and therefore the right-hand
side above equals J (0, g). This concludes the proof of the lemma. ]
We still owe the reader the proof of Lemma 3.7.

Proof of Lemma 3.7 We first prove part 1. For simplicity, assume first that H has a single
well, and therefore I" has only one edge, kK = 1. Since

. 0
div (VPH> =A,H,

and remarking that the exterior normal n to the set H < h equals (0, V,,H/IVHDT, we
calculate that
(VpH)?

1 _
V]| dt" =TA(h). (69)

ApH =
(H=h) (H=h)

By the smoothness of H, the derivative of the left-hand integral is well-defined for all 4 such
that VH # 0 at that level. At such & we then have

A,H
TB(h) = / W”H'cufl = / ApH = TA(h).
)

(H=h {H <h}

For the multi-well case, this argument can simply be applied to each branch of T".

For part 2, since H is coercive, {H < h} is bounded for each &; since H is smooth,
therefore A , H is bounded on bounded sets. From (69) it follows that TA also is bounded on
bounded sets of I

Finally, for part 3, note first that 7' B is bounded near each interior vertex. This follows by
an explicit calculation and our assumption that each interior vertex corresponds to exactly
one, non-degenerate, saddle point. Since (TA)' = T B, TA has a well-defined and finite limit
at each interior saddle. The summation property (64) follows from comparing (69) for values
of h just above and below the critical value. For instance, in the case of a single saddle at
value & = 0, with two lower edges k = 1, 2 and upper edge k = 0, we have

lim TA(h, 1) + TA(h,2) = li A,H A,H
hl%la (h, 1) + TA(h, 2) hl?(} / pH + / P
=1 ((—o00,n1x{1}) £=1((—o0,h]x{2})
= lim ApH = lim / ApH =lim TA(h, 0).
h10 hl0 hl0
{H=h} {H=h}
This concludes the proof of Lemma 3.7. O

@ Springer



100 Page 32 of 65 M. H. Duong et al.

3.8 Conclusion and discussion

The combination of Theorems 3.2 and 3.6 give us that along subsequences 0° := &up°
converges in an appropriate manner to some p, and that

1(p) < liminf I (p%).
e—0
In addition, any p satisfying I (p) = 0 is a weak solution of the PDE
p=(Ap)" — (Bp)

on the graph I'. This is the central coarse-graining statement of this section. We also obtain the
boundary conditions, similarly as in the conventional weak-formulation method, by expand-
ing the admissible set of test functions.

In switching from the VFP Egs. (9)—(41) we removed two terms, representing the friction
with the environment and the interaction between particles. Mathematically, it is straight-
forward to treat the case with friction, which leads to an additional drift term in the limit
equation in the direction of decreasing /2. We left this out simply for the convenience of
shorter expressions.

As for the interaction, represented by the interaction potential v, again there is no math-
ematical necessity for setting ¥ = 0 in this section; the analysis continues rather similarly.
However, the limiting equation will now be non-local, since the particles at some y € I,
which can be thought of as ‘living’ on a full connected level set of H, will feel a force exerted
by particles at a different y’ € T, i.e. at a different level set component. This makes the
interpretation of the limiting equation somewhat convoluted.

The results of the current and the next sections were proved by Freidlin and co-authors in
a series of papers [36—40], using probabilistic techniques. Recently, Barret and Von Renesse
[15] provided an alternative proof using Dirichlet forms and their convergence. The latter
approach is closer to ours in the sense that it is mainly PDE-based method and of variational
type. However, in [ 15] the authors consider a perturbation of the Hamiltonian by a friction term
and a non-degenerate noise, i.e. the noise is present in both space and momentum variables;
this non-degeneracy appears to be essential in their method. Moreover, their approach invokes
areference measure which is required to satisfy certain non-trivial conditions. In contrast, the
approach of this paper is applicable to degenerate noise and does not require such a reference
measure. In addition, certain non-linear evolutions can be treated, such as the example of the
VFP equation.

4 Diffusion on a graph,d > 1
We now switch to our final example. As described in the introduction, the higher-dimensional
analogue of the diffusion-on-graph system has an additional twist: in order to obtain unique

stationary measures on level sets of &, we need to add an additional noise in the SDE, or
equivalently, an additional diffusion term in the PDE. This leads to the equation

I
p=——div(pJ VH) + — div(aVp) + App, (70)
& £

where a : R — R24>2d with qVH = 0, dim(Ker(a)) = 1 and k, ¢ > 0 with k¥ > .
The spatial domain is R 4 > 1, with coordinates (g, p) € RY x R?. Here the unknown is
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trajectory in the space of probability measures p : [0, T] — P(R>?); the Hamiltonian is the
same as in the previous section, H : R¥ - R given by H(q, p) = p2/2m 4+ V(q).

The results for the limit e — 0 in (70) closely mirror the one-degree-of-freedom diffusion-
on-graph problem of the previous section; the only real difference lies in the proof of local
equilibrium (Lemma 3.3). For a rigorous proof of this lemma in this case, based on prob-
abilistic techniques, we refer to [39, Lemma 3.2]; here we only outline a possible analytic
proof.

Along the lines of Theorem 3.1, and using boundedness of the rate functional /¢ (p?), one

can show that
1 T Vv, 0|2 T Vot . Vot
7//Ipp|+5//ap P _c.
2Jo Jrz P eJo Jr2 p°

Multiplying this inequality by &/« and using the weak convergence p® — p along with the
lower-semicontinuity of the Fisher information [32, Theorem D.45] we find

T
aVp -V
/ / o p:o,
0 R2 14

or in variational form, for almost all ¢ € [0, T],

1
0= sup / div(aVe)p; — 7/‘ aVo - Vop;
(pECFOO(RZd) R2d 2 R2d

—= 0= / div(aVe)p,, Vo € CPR*M),
RrR2d
Applying the co-area formula we find

,o(x) . 2d—1 .
/;71(),) mdw(a(x)Vgo(x)) H (dx) =0, (71)

where s#%~1 is the (2d — 1) dimensional Haursdoff measure. Let M, be the (2d — 1)
dimensional manifold & ~!(y) with volume element |V H |~1#24=1 Then (71) becomes

/ p(x) divag(a(x) Ve (x)) volp(dx) = 0,

where div and V4 are the corresponding differential operators on M,,, and vol o is the
induced volume measure. Since aVH = 0, dim(Ker(a)) = 1, a is non-degenerate on the
tangent space of M, . Therefore, given v € C*°(M,) with fMV Y dvolpg = 0, we can
solve the corresponding Laplace—Beltrami—Poisson equation for ¢,

divp (@aVae) =,

and therefore

J.

Since M,, is connected by definition, it follows that p constant on M, ; this is the statement
of Lemma 3.3.

p ¥ dvola =0, VWGCoO(My)With/ Y dvoly = 0.
MV

Y
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5 Conclusion and discussion

In this paper we have presented a structure in which coarse-graining and ‘passing to a limit’
combine in a natural way, and which extends also naturally to a class of approximate solutions.
The central object is the rate function 7, which is minimal and vanishes at solutions; in the
dual formulation of this rate function, coarse-graining has a natural interpretation, and the
inequalities of the dual formulation and of the coarse-graining combine in a convenient way.

‘We now comment on a number of issues related with this method.

Why does this method work? One can wonder why the different pieces of the arguments
of this paper fit together. Why do the relative entropy and the relative Fisher information
appear? To some extent this can be recognized in the similarity between the duality definition
of the rate function / and the duality characterization of relative entropy and relative Fisher
Information. The details of Appendix B show this most clearly, but the similarity between the
duality definition of the relative Fisher information and the duality structure of / can readily
be recognized: in (19) combined with (18) we collect the 0()/2) terms

T
p 1 5
/(; /]RZ(I |:Ap'ft - ﬁvl’f’ Y |fot| ]dptdt,

and these match one-to-one to the definition (24). This shows how the structure of the relative
Fisher Information is to some extent ‘built-in’ in this system.

Relation with other variational formulations Our variational formulation (2) to ‘passing to
alimit’ is closely related to other variational formulations in the literature, notably the W—W*
formulation and the method in [7,64]. In the ¥—W* formulation, a gradient flow of the energy
& : Z — R with respect to the dissipation W} is defined to be a curve p® € C([0, T], Z)
such that

T
A*(p) := Ee(pr) — Ee(p0) +/0 [We (61, pr) + W (=D& (o), p)ldt = 0. (72)

‘Passing to a limit’ in a W—W* structure is then accomplished by studying (Gamma-) limits of
the functionals .A®. The method introduced in [7,64] is slightly different. Therein ‘passing to
a limit’ in the evolution equation is executed by studying (Gamma-)limits of the functionals
that appear in the approximating discrete minimizing-movement schemes.

The similarities between these two approaches and ours is that all the methods hinge
on duality structure of the relevant functionals, allow one to obtain both compactness and
limiting results, and can work with approximate solutions, see e.g. [6] and the papers above
for details. In addition, all methods assume some sort of well-prepared initial data, such
as bounded initial free energy and boundedness of the functionals. Our assumptions on the
boundedness of the rate functionals arise naturally in the context of large-deviation principle
since this assumption describes events of a certain degree of ‘improbability’.

The main difference is that the method of this paper makes no use of the gradient-flow
structure, and therefore also applies to non-gradient-flow systems as in this paper. The first
example, of the overdamped limit of the VFP equation, also is interesting in the sense that
it derives a dissipative system from a non-dissipative one. Since the GENERIC framework
unifies both dissipative and non-dissipative systems, we expect that the method of this paper
could be used to derive evolutionary convergence for GENERIC systems (see the next point).
Finally, we emphasize that using the duality of the rate functional is mathematically conve-
nient because we do not need to treat the three terms in the right-hand side of (72) separately.
Note that although the entropy and energy functionals as well as the dissipation mechanism
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are not explictly present in this formulation, we are still able to derive an energy-dissipation
inequality in (4).

Relation with GENERIC As mentioned in the introduction, the Vlasov—Fokker—Planck
system (8) combines both conservative and dissipative effects. In fact it can be cast into
the GENERIC form by introducing an excess-energy variable ¢, depending only on time,
that captures the fluctuation of energy due to dissipative effects (but does not change the
evolution of the system). The building blocks of the GENERIC for the augmented system
for (p, e) can be easily deduced from the conservative and dissipative effects of the original
Vlasov—Fokker—Planck equation. Moreover, this GENERIC structure can be derived from
the large-deviation rate functional of the empirical process (7). We refer to [26] for more
information. This suggests that our method could be applied to other GENERIC systems.

Gradient flows and large-deviation principles As mentioned in the introduction, this
approach using the duality formulation of the rate functionals is motivated by our recent
results on the connection between generalised gradient flows and large-deviation princi-
ples [2,3,24,26,27,52]. We want to discuss here how the two overlap but are not the same.
In [52], the authors show that if A/® is the adjoint operator of a generator of a Markov pro-
cess that satisfies a detailed balance condition, then the evolution (1) is the same as the
generalised gradient flow induced from a large-deviation rate functional, which is of the
form fOT Z%(pr, pr) dt, of the underlying empirical process. The generalised gradient flow is
described via the W—W* structure as in (72) with £°(z, 2) = W, (z, 2) + ¥} (z, =D& (2)) +
(D& (2), z). Moreover, & and W, can be determined from .#* [52, Theorem 3.3]. However, it
is not clear if such characterisation holds true for systems that do not satisfy detailed balance.
In addition, there exist (generalised) gradient flows for which we currently do not know of
any corresponding microscopic particle systems, such as the Allen—Cahn and Cahn-Hilliard
equations.

Quantification of coarse-graining error The use of the rate functional in a central role
allows us not only to derive the limiting coarse-grained system but also to obtain quantitative
estimates of the coarse-graining error. Existing quantitative methods such as [42,49] only
work for gradient flows systems since they use crucially the gradient flow structures. The
essential estimate that they need is the energy-dissipation inequality, which is similar to (4).
Since we are able to obtain this inequality from the duality formulation of the rate functionals,
our method would offer an alternative technique for obtaining quantitative estimate of the
coarse-graining error for both dissipative and non-dissipative systems. We address this issue
in detail in a companion article [23].

Other stochastic processes The key ingredient of the method is the duality structure of the
rate functional (5) and (10). This duality formulation holds true for many other stochastic
processes; indeed, the ‘Feng—Kurtz’ algorithm (see chapter 1 of [32]) suggests that the large-
deviation rate functional for a very wide class of Markov processes can be written as

T T
I(P):Sl;p{(fTva>_<fO,PO>_/O (fz,pt)dt—/o H(pz,fz)dt},

where H is an appropriate limit of ‘non-linear’ generators. The formula (10) is a special case.
As a result, we expect that the method can be extended to this same wide class of Markov
processes.
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A Proof of Lemma 2.1

Define Z( f) to be the right-hand side in (25),

i / Ml{bowﬁzqudp, if Vpf € Liy(dgdp).
Z(f):=qJral f m ’ -

00 otherwise.

for f € L'(R*). We need to show thatf(f) =Z(fdqdp|n).
First assume that 7 is finite. Then VLff]l{po} + % € LZ(qudp), which implies the
following stronger statement. ’

Lemma A.1 One has
\Y%
Lf]l
f
where the space sz(qudp) is defined as the closure Of{V,,go tpelC¥ (RM)} with respect
to the norm || - ”%‘dqdp = fde |- |2 Sfdqdp.

P
(200 + € LY (fdqdp),

Assuming Lemma A.1 for the moment we rewrite 7( f)as

700= [t £ st = |5, (5 (F1ien )]
el T U0 T P P m ) M (pagap)
2
=1 =Vp - (Lir=01 Vo + FE) 121 (ragap)
2
=1 =Vp (Vo f + ) 121 (ragap)-
where || - |1, fagap is the dual norm (in duality with sz(qudp)) from [26] and
Tir>0)Vpf = V,f holds due to Stampacchia’s Lemma [47, Theorem A.1]. Following
the variational characterization of || - |1 (fagap) from [26, (11)] we finally obtain
~ 14
1= s 2 (VoL -0 a0 - IV,0P) fdadp
peCPRM) JRM m
— p 1 2
= sup Zf (thp = = App — 3|V,0] ) Sfdqdp,
WEC?C(RM) R2d m

which is the claimed result. The same reference also provides that T = ooiff I( fdgdplp) =
0.

Proof of Lemma A.1 We assume that VLffﬂ{f>()} + % € L%(fdqdp) and show that the two
individual terms VLffIL{ f>0y and % are in sz( fdgdp). Choose a smooth cut-off function
nr =n(x/R) withn : R — R, n =1 on B;(0) and n = 0 in R2\ B,(0). Then
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p Vpf / p /
/de R m f (=01 f R2d IR m p/ Lir=0) R2d R

1
=+—/ [ﬂRd+P~VpUR]1{f>0}f§
m JRr2d

“Vy(ifs0y f)

I 3

+/ P Vg f = b(R).
R2d

As R — o0, the bound b(R) converges to d/m.
Therefore we have

pf pf
/RMWRU —F ﬂ{j>0}‘ +5 } /RMUR}TIL{J:>0}+E) f—2/ R Vpf - LTl
rfq

<@+ [ e[ 1m0+ 4 1

By passing to the limit R — oo we obtain

. V,f 2 52
| Wil 4120 s <
R1—r>noo /I;ZJ R |: ! />0 + ’m| ] f - /]RZ(I

and thus MIL{f>0 2 ¢ L2(fdqdp). To conclude the proof of Lemma A.1 it remains to

v, f 2 2d
g + 2| f+ <00

show that ff Lir=0), can be approximated by gradients of CZ°-functions. To this end we
consider, for ¢ > 0, the smooth cut-off function n, := n(xe) w1th n as above and define

Qe 1= |:log (% A(f \/s)> —logs:| Ne.

Then ¢, has compact support in R>¢. Note that ¢ is not necessarily smooth, but by convo-
lution with a mollifier we can also achieve smoothness. For the gradient one obtains

L, 0 ff+132(0)\31(0> (ns ff-i-Vpns(lng 1028)> for {e < f < 1}

Vppe= ﬂB;(O)\BL(O)Vﬂn«? (loge —loge) for {f > %}
0 for {f < ¢}
Our aim is to show that H yﬂ{f>0} — | tagd — 0 as & — 0. Indeed,
fdqdp

v, f _ 2

/RM L0 = Vpge| f
V,f 2 Vpf 1 ?
= L ]1{f>0}‘ f+ 7 Liy>0)=Vpne | log ——loge ) 1, o)\, | f
(f<e) (r=4 & s

2
+/ ’(1 _778) f f>0} pne(Ing_logg)‘ ]lBg(O)\Bl(O)f
{5<f< B 3

+f
e<f=<i)

=: I + 1l + I + IV,

Since yﬂ{ >0} € L%(f dgdp) we directly conclude that I, and IV, vanish in the limit as

Vo f
%1{f>0}’ Lgea\g, o) f

& — 0. Concerning Il and III; we note that, for {¢ < f < é}, one has

2

2 1
|Vpne(log f —loge)|” < [V,nel? |1og1/s—logs|2=|vpna|2’210g8 < Cs,
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where we exploited |V, 1, |> < Ce? and (log é)z <C é for some e-independent constant C.

This shows that also II, and III; vanish in the limit as ¢ — 0. To sum up, we conclude that

L1201 € L3 (fdgdp). The caleulation for 2 = v, (‘45 is similar o

2m

B Proof of Theorem 2.3

In this appendix, we prove Theorem 2.3 using the method of the duality equation; see e.g. [1,
12,29,65] or [13, Ch. 9] for examples. Throughout this appendix y is fixed.
We recall the functional 17 : C([0, T1; P(R?¢)) — R defined in (19)

o= s | dePT—/fod,Oo—/T/ (30 + 25, 1) dorci

feC)?®RxR2)

R2d RrR2d 0 R2d
)’2 [ 2
-5 / / Vi il dptdf:|, (73)
0 R2
where ., is given by
.,%f:yJV(H+1/f*v)-Vf—yZ%-fo—kyzApf. (74)

In addition to the duality definition of the Fisher Information (24) we will use the Donsker—
Varadhan duality characterization of the relative entropy (21) for two probability measures
(see e.g. [20, Lemma 1.4.3])

Hw|lp) = sup pdv — log/ e®dpu,
¢€CCDQ(R2([) R2d R2d
which implies the corresponding characterization of the free energy (22)
1
Fw)= sup f [¢+f¢*v]dv—log/ e?Hdx +logZy. (75)
pecom) JRML 2 R
We first present some intermediate results which we will use to prove Theorem 2.3.
Lemma B.1 Let p € C([0, T1; P(R2?)).
1. The mapst +— ¥ * p; and t +— V1 x p; are continuous from [0, T] to Cp, (Rd);

2. If IV (p), H(po|Z[_{le_H) < 00, then [ Hp; < oo forallt € [0, T].

Proof The first part follows from the bound € W (R?) N CZ(RY). Fixe > 0,1 € [0, T,
and take a sequence #, — ¢. For each n, choose x,, € R24 guch that [V * (or — pr,) | (Xn) >
IV * (or — pr,) lloo — €/2. Since p;, — p; narrowly, {p, }, is tight, implying that x,, can be
chosen bounded; therefore there exists a subsequence (not relabelled) such that x, — x as
n — oo. Then

| 5 1) (Xn) — (W % p5,) (k)| < |( % 1) (Xn) — (P 3 pr) (X))
+ [ % pr) (x) = (f * pg, ) (X)]
+ [ p1,)(X) = (¥ * pg,) (xn) |-
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The last term on the right-hand side satisfies

| * 04, (x) = (W % pr, ) (xXn) | < /RM [V (x —y) =¥ = Wlpy, (v, 2)dydz — 0

since ¥ (x, —-) = ¥ (x — -) uniformly, and a similar argument applies to the first term. The
middle term converges to zero by the narrow convergence of p;, to p;. This proves that the
function ¢ —  * p; is continuous; a similar argument applies to ¢ + Vi x p;.

For the second part, we take in (73) the function f(q, p,t) = ¢(H(g, p)), where ¢ €
C°°([0, 00)) is a smooth, bounded, increasing truncation of the function f(s) = s, satisfying
0<¢ <1land¢” <0. Then we find

L e~ [ einm-rror= [ [ (—y;’%vqw*pth(z”
0 R2d

2
2 p d
+ 3¢ —C’)—2+V2§/*)dpzdf
m m
T 1 d d
2, .2 t 2 2
S//(ECIW(]W*,OH +y é'/%)dpzdff EHVqWHOO"'V m

0 R2d

The result follows upon letting ¢ converge to the identity.

Note that this inequality gives a bound on f Hp; for fixed y, but this bound breaks down
when y — o0. The bound (29), which is directly derived from (28), gives a y-independent
estimate. O

In the next few results we study certain properties of an auxiliary PDE and its connection
to the rate functional.

Theorem B.2 Given ¢ € C?O(Rz‘l) and ¢ € CX([0,T] x RY), there exists a function
fe L}OC([O, T1 x R2) which satisfies the following equation a.e. in Llloc([O, T] x Rz‘i) (i.e.
for each compact set K C [0, T] x R, the equation is satisfied with all weak derivatives
and all terms in LY (K)):

2
y 1
0f +Zof + IV P4y IVH -V s = =y (8p0 = VoH - Vg = S1Vp0 ).
(76a)
fli=r = ¢ (76b)
where %), is defined in (74). The final-time condition (76b) is satisfied in the sense of traces
in LllOC (R%) (which are well-defined since o; f € Llloc([O, T1 x R2)). The solution satisfies

|| < C(1+ H)'7? for each t € [0, T] and almost everywhere in R*, for some constant
C > 0. Finally,

t efi=Hax s non-decreasing. a7
R2d

Proof The Hopf—Cole tranformation f = 21log g and the time reversal t — T —t transform
equation (76a) into
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g 1
g = Lpg = =3 (<vIVH -V s p =y [ Bpp = VpH - Voo = S19,01 ). (9)

with initial datum (now at time zero) go = e?/2.The analysis of Eq. (78) is non-standard and
therefore we study this equation separately in Appendix C. The existence and uniqueness of
a solution, with this initial value, follow from Corollary C.7. The solution g satisfies (78)
a.e.in Llloc([O, T x R?¢) by Proposition C.13. Furthermore, by Proposition C.10 there exist
constants o1, a2, B1, B2, w1, w> such that

o exp (—ﬂlt\/a)l + H) < g < oapexp (ﬂzt\/wz + H) .

Finally, by Proposition C.11 we have
t— / g,ze’de is non-increasing.
RrR2d

Transforming back to f we find the result. O

To prove the second main result on the auxiliary Eq. (76a), which is Proposition B.4 below,
we will need the following lemma. For the rest of this appendix we write *; for convolution
in time and *, for convolution in space (x = (g, p)). (The convolution v *, p is the same
as the notation v * p used in the rest of this paper.)

Lemma B.3 Let [ satisfy

2
0 + Lo f + 1V, 112 = @, (79)

a.e.in Llloc(RX Rz‘l) with ® € Llloc(IR X RZd). Define fs == vsg*y f and fe := ne*; f, where

ne = N (t) is a regularizing sequence in the t-variable and vs = vs(q, p) is a regularizing
sequence in the (q, p)-variables. Then we have

2
4
O fs + Lo fs + 7|fo§|2 <vs sy D+ Y8IldH | oo (v5 50 |V f1 + yvs 5 |V f1)

(I P Vs = vk TV V). (30)
2
0r fe +$Ptf8 + %|fos|2 <ng ¥ D+ V(JVW *x PV fe — e % (JVY %, p0f - Vf))

(81)
Proof of Lemma B.3 Using (79) and the definition of .}, we have

0= [ 0= (00 + 7000 = VPV H Yy +y IVCH + 500V

7/2
+ 519,112 - ®)(z. 0)d
= (0fe+ 77 Bpfe = VPV H -V oty IVH 4 5 00) - V) (1, )
2
14 2
+ 5 e * |Vp fI° —ne % O(t, x)
+y /R He(t = D (IVY 5 pr = IV 5 )V f (7, 0)d. (82)

By Jensen’s inequality we have n, *, |V, f 1> > IV fe |2. Substituting this inequality into the
relation above completes the proof of (81). The proof of (80) follows similarly. O
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The next result connects the solution of the auxiliary Eq. (76a) to the rate functional (73).

Proposition B.4 Let f be the solution of (76a), (76b) in the sense of Theorem B.2. Then for
t € [0, T] we have

1
/;gw pr(fr +§W *x Pr)
T )/2 5
[ [ Nor+ Lo+ D5 P 4y s ] o
0 R2d
< I(p) + F(po) +10g/2d e Hix —log Zy. (83)
R
Proof We first show that for every t € [0, T],
- ] T T - ~ ,)/2 <
1 zsw [ p(Fegunn) = [ [ (oF+ 2+ v
Fea JRY 2 0 0 Jr2 2

Ly IVH -V %, p,]dp,dz, (84)

where

A={Fec 0. 11 B 1 o f1 VP A fI < C+ ).

Formally, this follows from substituting in the rate functional (73) f(z,x) = [W *p p +

f ](t, X) x[0,71(t) with f € A, and where x[o ] is the characteristic function of the interval
[0, T]. The rigorous proof follows by choosing in the rate functional (73) the function

fo = 80 1 (8 % ¥ %4 p) + FE,

for some f € Aand & € C((0, 7)). Here 8,(t) := né(nt) is an approximation of a Dirac.
Upon rearranging the time convolutions, letting n — oo, using Lemma B.1, and letting &
converge to the function x[o,;], we recover (84).

From (84) we now derive (83). From here onwards we denote the expression in the
supremum on the right hand side of (84) by 7 (p, f) and use the notation

1
- —y2<Apg0 —VpH -V — E|v,,<p|2). (85)

Our aim is to substitute the solution f of (76a), (76b) into (84). To do this, we first extend
f outside [0, T'] x R24 by constants and define

fs = vs xy f, Ss,.e =g * [5,

where 7. (t), vs(g, p) are again regularizing sequences in time and space. The rest of the
proof is divided into the following steps:

1. We first show that 7 (p, fs.¢) is well defined.
2. We then successively take the limits ¢ — 0 and § — 0in J (o, f5.¢)-
3. We finally show that the limit satisfies (83).

Step 1 Let us first show that 7 (p, fs,¢) is well defined. From Theorem B.2 we know that
f satisfies | f| < C(1 + H)1/2, and therefore we find

10: fo.els 1Ap foels [TV 52 pr -V f5el, [JVH -V fsel, [VH -V f5e| < C(1 4+ H),
(86)
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where the constant C depends on § and ¢. The last two objects are bounded since |VH|?> <
C(1 + H); similar estimates hold for f5. These bounds combined with Lemma B.1 imply
that the integrals in 7 (p, f5.¢) are well defined and using (84) it follows that

T, f5,6) < 1(p).

Step 2 Now we consider the convergence of J (p, fs,¢) as ¢ — 0. Since all the derivatives
of f in (76a) are in Llloc((—Z, T + 2) x R¥) (recall that we have extended f by constant
functions of (¢, p) outside [0, T']) the same is true for the corresponding derivatives of
fs = vs %, f, and therefore using standard results, the following convergence results hold
in LIIOC(R X RZd) ase — 0,

Ss.e = fs, O fse = 0 fs, Vise > Vs, Apfse— Apfs. (87)
Letus first consider the single-integral termsin 7 (o, fs,¢). Since fs € Wl’l(O, T; LI(BR))
for any R > 0, we have
—0 .
fse == fs in W0, T: L' (Bg)).

which together with the trace theorem implies that

e—0

— f,;‘ 0 inL! (BR) and a.e. along a subsequence. (88)
t T

f5,5

t=0,t

Since the traces of f5 and f5. at + = 0, v are continuous in (g, p), this convergence
holds everywhere in Bg. Combining this convergence statement with the estimate (86) and
Lemma B.1 and using the dominated convergence theorem we find

e—0
/ szé‘,s,t I / Or fst
R2d t=0,7 R2d

Now consider the double integral in 7 (p, f5,¢). Using the estimate (81) with the choice

t=0,1

1
D=0 fs+Lpfs + 5|V,,ﬁs|2,

we have

T 2
. 4
timsup [ [ (8 i+ LS DAV Sl 4y IVH V0 5, ) dp
0 JR

e—0

T 2
. 4
<timsup [ [ (s [a0ss -2 s+ 0]+ IVH 90 01) dp
0

£—0
+ /(')T A;MO/JVW sy Pr - Vfse —Ne ke (YIVY %y pof - st)) dp,dt
Since f —> V1 %, p; is continuous (see Lemma B.1), it follows that for all x € R4
t— /Rns(t —s)[J/JVw sy pr — VIV #y pS]Vfg(s,x)ds =0 0in L'(0, 7).

Using this convergence along with (87) we find

T 2
. 4
timsp [ [ (0fos+ 2o S+ AT sy IVH 90 )
0

e—0

T 2
< [* (0t Lo+ TGPy IV H 0 Yot (59)
0 R2d 2
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Combining these terms and using / (p) > liminf,—.0 J (o, fs.¢) we have

1 T T 1
Lot guso)li= [ [ (s 2otst 5190058 4y a9 -0 50 )
R2d 2 0 Jo Jru 2

dp;dt < 1(p)
(90)

Now we study the § — 0 limit of (90). Using a similar analysis as before, the following
convergence results hold in LllOC (R x R¥) as § — 0,

fs = [ 0fs = 0 f. Vs > VI Apfs > Apf.

Since fr = ¢ € C®° (R2?) (see Theorem B.2) and therefore fs.r — fr everywhere, we
have

§—0
Lot =5 [ oot o

To pass to the limit in the right hand side of inequality (89), we use the estimate (80) with
the choice ® = W — yJVH - Vi x, p; (see (85) for the definition of W), which leads to

T 2
lim SUP/ / (3rf6 + 2 fs + L|fo5|2 +yJVH - Vi %y Pz)dpzdt
s—0 Jo Jru 2

T
< lim sup/ / (v[; fx W — vs %y (IVH -V %y p1) + yIVH -V 5, p,)dptdt
8§—0 0 R2d

T
+/ /Zd (7812 H 12w (05 2 19 f 1+ y5 5 1V £ + y[]w % pr -V fs
0 JR
— Vs *x (JVY *y pf - Vf)])dp;dt

T
0 R2d

The only term left is the single-integral term at # = 0. Instead of passing to the limit, here
we estimate as follows

1 _
[ (ot 50 m) < oo +1og [ efot —togzi. o
R2d 2 R2d
Let us first prove (92). Recall from the proof of Theorem B.2 that

Jo=2loggo <2logas + 26T/ wy+ H,

where a3, B2, wy are constants, and therefore

fs.0=vs #x fo < 2logar + BT (2D Vewr + Hlle +2Ven + H).  (93)

To arrive at the estimate above we have used
1
s £ = [ £ = sy = [(1F@1+ 19£1y + 3Pl vs(r)dy
L oo
<[f®l+ 55 ld” fllLee,

for any f € Cg(de) and vs satisfying [ vs = 1 and [ xvs(x)dx = 0.
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Furthermore, using the growth conditions on H = p2/2m + V (g) (see (V1)) we find for
the second derivative

VH ® VH d’H
d*\Jo, + H = — + = Hdzw/w + HH < 00,
: Ao+ HP? " 2fon+ H ? Lo
and therefore (93) implies that | 5.0 < C(1 + H)'/?. The estimate (92) then follows by

using a truncated version of f; o in the variational definition (75) of the free energy.
Substituting (92) into (90) we have

T 2
. e .
o | Lloess + 2ot + T P v 198 - s

/ﬂaz‘lp(faJr%llf*x Pr)

Slwl+f0m%+bgﬁweﬁﬂ_HfngH. %4

Using the bound | fs 0| < C(1+ H )1/2 and the dominated convergence theorem we find

log/ efio=t 220 log/ efo=H,
R2d R2d

and therefore passing to the limit § — 0 in (94) gives

[oelrsveso)= [ [ s 20+ B1001P 4y 198 -9 v Jdpa
< I(p)+F(po)+log /RM e/ Hax —log Zy.
O

We are now ready to prove Theorem 2.3.

Proof of Theorem 2.3 Combining (83) with Eq. (76a) we have

1
/ Pr (fr + - ,Or) <1(p)+ F(po) + log/ e Hdx —logZy
R2 2 R2

T 1
—y2/ / (Apga —~VpH -V,p — 7|Vp<p|2)dptdt.
0o Jru 2

Substituting this relation into the formula (75) for the free energy, and using f|;=r = ¢, we
find

1 o—H
Flor) = sup (6459 pc)or —log | e#Hdx+10gZy
R2d 2 R2d

peCR(R2)
< sup I(p)+ F(polw) + log/ ef0~Hgx — log/ e Hax
¢€CSO (RZd) R2d R2d

T 1
— yZ/ / (Apgo —V,H -V,p — 7|Vp<p|2)d,0,dl.
0 R2d 2

Rearranging and using (77) this becomes

T
1
Fo 477 [ [ (80 = Vot V0 = 19,00 )doudr = 160) + Flpol). 99
0 JRr2 2

@ Springer



Variational approach to coarse-graining of generalized... Page 45 of 65 100

Taking the supremum over ¢ € C2°(R x R2?) and using a standard argument, based on C>-
seperability of C2°, we can move the supremum inside of the time integral and the definition
of the relative Fisher Information (24) then gives

2

Fipo+ L /0 Loy dt < Flpo) + 1(p).

This completes the proof. O

C Properties of the auxiliary PDE

In this appendix we will study the following equation in [0, 7] x R?:

3tg—JVH~Vg—JV(W*p,)-Vg-i—VpH-Vpg—Apg—g(JVH~V¢*pt—\IJ):U, ©6)

gli=o = ¢°.

In addition to providing well-posednes results (see Sect. C.1), in this section we also prove
certain important properties of this equations such as a comparison principle and bounds at
infinity (see Sect. C.2).

Equation (78) is a special case of (96) with the choice

1
U=0 W= —<A,,¢ — V- V,H — E|v,,<p|2).

Here and in the rest of this appendix we set y = 1, since the value of y plays no role in the
discussion.

The results of this appendix are a generalization of [21, Appendix A]. In that reference
Degond treats the case of Eq. (96) without on-site and interaction potentials and without the
friction term V,H - V,g. We generalize the equation, while closely following his line of
argument, and proving what are essentially similar results.

The main difference in our treatment is the introduction of a weighted functional setting
for the Eq. (96), in which the Lz—spaces, Sobolev spaces, and the weak formulation of the
equation are all given a weight function e ™. The choice of this weight function is closely
connected to the fact that e is a stationary measure both for the convective part of the
equation JV H -V g and for the Ornstein—-Uhlenbeck dissipative part V, H -V, g — A , g. This
weighted setting has the advantage of effectively eliminating all the unbounded coefficients
in the equation.

C.1 Well-posedness
Following Degond [21] we introduce a change of variable
1
g+ Mg, with A > 5||\11||Loo+1, 97)

which transforms (96) into

0g—JVH -Vg—JV(Wr*p) -Vg+V,H -Vyg—Apg
1
~SUVH Yy sp) + (r 4 5¥)g =0, (98)
gli=0 :go-
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In what follows we will study the well-posedness of (98), and at the end of the section we
will extrapolate the results to (96).

Let us formally derive the weak formulation for (98). Multiplying with a test function
¢ € C([0,T) x R??) and a weight e, and using integration by parts, for the left-hand
side of (98) we get

T
/0 A;qublatg— JVH -Ng—JV(*p)-Vg+V,H -V,g—Apg

8 . ! —H
S UVH V) + (A n lef)g}e

i /OT /R“{g(_at(p v %’W w oV + (A + %\v)¢)
- %(ijw*p"Vg"'vpg'vp‘z’}e’H

_ —H
‘[1;ng¢|[=06 :

The weight e~ causes cancellation of certain terms after integration by parts, as for instance
for the two convolution terms,

r 1
/ / ¢(—Jv1p*p,-vg— 7gJVH~Vw*p,)e7H
0 R2d 2

T

1 1 1

=// d)(—fJle*pt'Vg—flvw*p,~Vg—ngVH~V1ﬁ*p,)e_H
0 R2d 2 2 2

T
1 1 1
= [ [, (= 387900 Vet 300V xpr- Vo4 368IVH Vi 5,
0 R2d 2 2 2
1 —H
— 598JVH -V x p,)e
T 1 1 u
= [ [ (3090 p Vgt seaVwpi Vo),
0 R2d 2 2
These calculations suggest that we seek weak solutions in the space
X = {g € L20. T: L2 R e ")) : V, g € LX(0, T; L*(R*; e—”))}, (99)
endowed with the norm
g% = 181722y + 1Vp&I 7212 ety
The subscript in the norm is shorthand notation for L2(0, T; L*(R%; e~ ). Note that
CX((0, T) x R??) is dense in X.
We will use || - || ;2 to indicate the L? norm without any weight, and (-, -) x’ x for the dual
bracket between X’ (the dual of X) and X.

For all g € X we can consider the combination ;¢ — JVH - Vg as a linear form on
CX((0,T) x R2) by interpreting the derivatives in the sense of distributions:

T
(8,g—JVH - Vg,¢>::—/ /M gBp—JVH -Voe ™ for¢p e C((0, T) x R*).
0 R
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Note that the weight function e yields no extra terms upon partial integration If this linear
form is bounded in the X’-norm, i.e. if the norm

T
18ig — JVH - Vg|x = sup {/ / g0 — JVH - Ve ¢
0o Jr
€ C(0,T) x B¥), |gllx = 1]
is finite, then 3,¢g — JVH - Vg € X'. We define Y to be the space of such functions g:

Y = [g €X:9g—JVH-Vge X} with norm [|g|12 = l|g% +11dig— JVH Vg|3.
(100)
We now define the variational equation (which is a weak form of (98)) to be

Ex(g,¢) = La(¢), V¢ € CZ(0,T) x R*), (101)
where E; : X x C°([0, T) x Ry > Rand L, : C2([0,T) x R%) — R are given by

E — b+ JVH -V+ LIV Yo+ [+ w
A<g’¢>~—f0 fRM{g(—zw Vo IV p Vo + (5 0)9)
1
— 5@V p e+ Vg V,,¢] e !, (102)

Li(@) == (e U, d)x x + fR 8l e (103)

We use the subscript A to indicate that that the variational Eq. (101) corresponds to the
transformed Eq. (98).
We now state our main result.

Theorem C.1 (Well-posedness) Assume that
Ve ClRM), UeX', and g° e L*(R¥;e7H).

Then there exists a unique solution g in Y to the variational Eq. (101). Furthermore the
solution g satisfies the initial condition in the sense of traces in L*(R%; e=H).

To prove Theorem C.1, we require certain properties of Y. In the first lemma below, we
prove an auxiliary result concerning the commutator of a mollification with a multiplication.
In the second lemma we prove that C2°([0, T'] x R24) is dense in Y. In order to give meaning
to the initial conditions (as required in Theorem C.1) we need to prove a trace theorem. We
prove this trace theorem and a Green formula (which gives meaning to ‘integration by parts’)
in the third lemma. At the end of this section we prove Theorem C.1.

Lemma C.2 Define vs(x) := 87"v(3) for some v € CX(R"), and consider [ €
Wha@R"; R"), h € W“(R") where 1 < g,r <ocoand 1 < p < o0 satisfies % = é + %
Then for any § > 0 we have
lvs * (f - Vh) — f - vs * Vil L
P P P oo 2 )P
= (Iv1, (/R 2HVv@ldz)” + Il v £15, ) Ihler (104)

Proof The argument of the norm on the left hand side of (104) is

(s * (f - Vh) = f-vs*Vh) (x) = /Rn vs(x — y) [f (x) = fF(N]VA(y)dy
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_ /R (vwe =@ = o)

Fus(x — y) div f(y))h(y)dy — 1 +1L
Using Young’s and Holder’s inequalities on the second term gives
Iz = llvs * (R div )liLe < vl div fllze < [lvsllpliRlcr I div fliza.

For the first term we calculate, writing k5(z) := |z||Vvs(z)| and k := ||ks] .1, that

1 P 1 _ P
’/ —Vus(x — W[ f(x) = FM]h(y)dy| < (7 / K (x — y)M Ih(y)ldy)
R k k R~n |)C - y|

1 — p
e
n lx —ylI?
w1/? p £ = fO)I L p :
<Ol [ PO a2 [ - mmoray,

and therefore
P p 1 P
g =& [ [z [ Vo= n @ = ronamy|dx
<ocq/pkp 117/ / K5 (x — |f()_f(y)|qdydx

lx — y|
1 -1P r
+ kP~ = Ks(x — y)|h(y)|"dydx
Olr/p r n JRn
alpppr—1P q p— lﬁ
<a?Pk kuIVfIIq ,/pk kAl
By optimizing over o we find
ITZ, < KPUV FULNRIT = lieslly IV £ T 111

Combining these estimates and using

/ IZIIVVa(z)Idz=8_"/ BIV I( )dz—/ 12[IVv(2)ldz (105)
Rn Rn n

we obtain the claimed result. ]
Lemma C.3 Let Y be the space defined in (100). Then C°([0, T'] x R24) js dense in Y.

Proof We prove this lemma in two steps. In the first step we approximate functions in Y by
spatially compactly supported functions. In the second step we approximate functions in Y
with spatially compact support by smooth functions.

In both steps we construct an approximating sequence that converges strongly in X and
weakly in X; it then follows from Mazur’s lemma that a convex combination of this sequence
converges strongly in both X and X’, and therefore in Y.

Step 1 For an arbitrary g € Y, define gr(t, x) = g(t,x)Xr(V H(x)), where Xr €
CX(R; R) is given by

1, <R .
XR(x)={ PSR it 1l < S (106)

0, |x|>2R

|0
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Note that gg is compactly supported in R?. Using the dominated convergence theorem we
find

gk — gl = /OT /Rw[a — X0 g? +19p8) + gV, Xk [ 225 0.
Here we have used |[VH|? < C(1 + H) and the estimate
VKRl = W H) 2V HP < C.
To conclude the first part of this proof we need to show that

R
(dgr — JVH -Vgr,d)x x ——> (g —JVH -Vg, $)x x, VpeX.  (107)

Let ¢ € C2°((0, T) x R??). Then
T
|(dgr — JVH - Vgr, ) x' x| = UO /de gr(d¢ — JVH - V)e
T
f / g[a,(qs(xR oH)) — JVH -V((Xg o x/ﬁ)q&)]e_H‘
0 JRAM

T
// gpJVH -V(Xgo~Hye
0 JrRA

< 16:g = JVH - Vglxl¢llx.

=

_|._

where we have used JVH - V(X o +/H) = 0 to arrive at the final inequality. As a result
l0:gr — JVH - Vgrllx < 10,8 —JVH - Vglx, (108)
and using the dominated convergence theorem we find
R—o00 00 2d
(0:gr—JVH -Vgr,¢)x x ——> (8—JVH -Vg.d)x x, VeC((0,T) x R™).
(109)

Estimate (108) together with the convergence statement (109) implies that (107) holds. As
mentioned above, Mazur’s lemma then gives the existence of a sequence that converges
strongly in Y.

Step 2 In this step we approximate spatially compactly supported functions g € Y by
smooth functions. Using a partition of unity (in time), it is sufficient to consider

A:={g €Y : g has compact support in [0, T) x R/},

We will show that these functions can be approximated by functions in C2°([0, T) x R2%),

For any g € A, we define its translation to the left in time over T > 0 as g, (¢, x) :=
g(t+7, x). Furthermore define g, s = vs * g, where v; is a symmetric regularising sequence
in R x R?. Note that grs € CX([0,T) x R24) when § is small enough. Using standard
results it follows that g; s — g as 7,6 — 01in X. We will now show that

1(01gv.s = JVH - Vges, ) x x| = Cliglxlpllx + 10 f — JVH - Vgllxll¢llx. (110)

where C is independent of T and § and of the test function ¢. For any ¢ € C°((0, T') x R24),
T
(01816 —JVH - Vges, d)x' x = —/ /M(Va % g0) (¢ — JVH - Ve
0 R
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T
- —/ / e [v5 « (@pe M) £ v % (JVe . v¢)] (111)
0 RZd
T
= —/ / ge[0(vs % §) = JVH - (v5 5 V) ]e ™
0 de

T
[ [ el @oe - v ame]
0 R2d

T
—/ / gr[v(g*(JVe_H~V¢)—JVe_H-(v,;*qu)]. (112)
0 Jru

We now estimate each term in the right hand side of (112). For the first term, extending the
time integral to R and using a change of variables we find

‘/ de gt +, x)(B,(v(g x @) — JVH - (vg % v¢))(r, x)e HOgxdr
R JR

= ‘[ / g(s,x)(f)t(vg *¢)— JVH - (vs % V(b))(s —1,x)e T™dxds
R JR2

= ‘/ / g(s, x)<8t(nv(; x¢)— JVH - (v % qu)n)(s -1, x)e_H(x)dxds
R JR2

< ldrg = JVH - Vgl xll¢s(- — 7. )nlx.

Here n € C.([0, T)) is any smooth function satisfying 0 < n < 1 and n(t) = 1 for
t € supp, g, and the final inequality follows by the definition of ¥ and ¢s(- — 7, ) €
CX((0,T) x R24). Using n < 1 and a change of variable we obtain

T
s (- =7, Il =< / / 1636 = 7.0 + 19,850 — 7. 0) P [ Waxdr < 1,
0 R2d

and therefore for the for first term on the right hand side of (112) we have

T
/ / et —1, x)(B,(vg w @) — JVH - (vs % V¢)>(x, He @ dxdr
0 RZ(I
<0, —JVH-VglxI|olx.

For the final term in the right hand side of (112), using div(JVe ™) = 0 and applying
Lemma C.2 with f = JVe M p = ¢andr = p =2, g = oo, we find

T
/ / g (v(; « (JVe M . V) — JVe . (vy % v¢))‘
0 R2d

< lgelliags) |vo IV V) — Ve - (15 5 Vo)

L2(S)

_ C
< lglas | D] ||¢||Lz(5)(/s|z||Vv<z)|dzdt)s;ngnxnmu.

Lo (RZd)

Here S := supp g, D*¢ ™ is the Hessian of e and & := infyege 7 ™) > 0. Repeating a
similar calculation for the second term on the right hand side of (112), we find

T
[ [, el @oe™ = s xae] < clelilx.
0 Jra

Combining all the terms we find (110). As a result, ||9;8-s — JVH - Vg 5|l x’ is bounded
independently of t and §. Using the dominated convergence theorem we also have for all
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¢ € CX((0,T) x R*)
§—0
VT > 08805 — JVH - Vgrs, §)x.x —> (9gc — JVH -Vge,d)x x, and

0
(0igc — JVH - Vg, d)x.x — (g — JVH -Vg,d)x' x

Taking two sequences t, — 0 and 8, — O such that the translation and convolution
operations above are allowed, we use the boundedness of 9;8; s — JVH - Vg5 in the
separable space X’ to extract a subsequence that converges in the weak-star topology; we
then use the density of C2°((0, T) x R%) in X and the convergence of g s to identify the
limit. Again using Mazur’s lemma it follows that there exists a strongly converging sequence.
This concludes the proof of the lemma. O

Lemma C4 Let g € Y. Then g admits (continuous) time trace values in L2(e= ). Further-
more, for any g, g € Y we have

(g = IVH Ve Bxx +0F = IVH Vel = [ ege [ a1y

Proof We will prove that the mapping
C2([0, T] x R*) 5 g > (g(0), g(1)) € L*(e™ ™) x L (™),

can be continuously extended to Y. This implies that any f € Y admits trace values in
L?(e™H) since C2°([0, T] x R??) is dense in ¥ by Lemma C.3. The proof of (113) follows
by applying integration by parts to smooth functions and then passing to the limitin Y.

Consider n € C*([0, T]) with0 < n < 1, n(t) = 1 fort € [0, T/3], and n(z) = O for
t € [2T/3, T]. We have for any g € C2°([0, T] x R??)

T
2 _ 2 —-H __ 2.2 -H _ —H
lgli=0ll72en, = /ng g™ = /ng e = —2/0 /degn 3 (gne

T T
= —2/ / gn(d(gn) — JVH - V(gn)e 7 — 2/ / gnJVH - V(gne ¥
0 R2d 0 R2d

T
—2((3 — JVH - V)(gn). gn)x.x + /0 /R JVeH . V(gh)

2d
=2(0; = JVH - V)(gn), gnx',x =210 = JVH-V)(gnlxllgnllx. (114)

where the final equality follows by the anti-symmetry of J. Note that ||gn|lx < lgllx-
Furthermore

T
16 — JVH - V)(gnllx = sup / / gn(d¢ — JVH - Ve
$eC®((0.T)xR2) /O JRM

¢l x=1

T T
—sup / / g (¢n)— IVHVn)e ™ — f / g e
¢ Jo Jra 0o Jrd

<llog —JVH - Vglx + 9mlliglx = Cliglly-
Substituting back into (114) we find

lgli=oll}2e-ny < Cliglly,

which completes the proof for the initial time. The proof for the final time proceeds similarly.
O
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Now we are ready to prove Theorem C.1. We will make use of a result of Lions [48],
which we state here for convenience.

Theorem C.5 Let F be a Hilbert space, equipped with a norm | - || p and an inner product
(-, -). Let ® be a subspace of F, provided with a prehilbertian norm | - |le, such that the
injection ® — F is continuous. Consider a bilinear form E:

E:Fx0O>5(g,¢)— E(g,¢) eR
such that E (-, ¢) is continuous on F for any fixed ¢ € ®, and such that
|E@.9)| = allplly. Vo €O, witha > 0. (115)
Then, given a continuous linear form L on ®, there exists a solution g in F of the problem

E(g.¢) =L(¢), V¢ €O.

Proof of Theorem C.1 We will use Theorem C.5 to show the existence of a solution to the
variational equation (101). We choose F = X and ® = C°([0, T) x R??) with

1
lels = 191% + S leli=olja-rn) Vo €O.

By definition ® — X.
The bilinear form E, defined in (101) satisfies property (115), since

E [ Lo + Luv Ve + (3 + 2 w)e?
‘(¢’¢)_/o /RM{—§ i¢* + IV ko Vo +( +5 )¢
- %JVlﬁ %0 VO + |vp¢|2}e—*’

> 1 2 in{1,5 — v 2 > |¢l2
> Sl10li=0lfa ey + min{ 1A= S Il g1 = 113,

where we have used (97).
Since all the conditions of Theorem C.5 are satisfied, the variational Eq. (101) admits a
solution g in X. We have

T
/ f g(®¢ — JVH - Ve
0 RZd

(" Ly vor (ot Lty Ly Ser o gl
_/0 /;wg{i Ve ¢+< +§ )¢_§¢ Voxp - Vg+Vpg - p¢’}e
+ Li(@) = Cliglxllollx.

where we have used JV{ % p, - Vo = =V * p; - V,¢. Note that C > 0 is independent
of ¢, and therefore the solution g belongs to Y.

Next we show that g¥ appearing in the definition of L; in (103) is the initial value for the
solution g of (101). Choose ¢ (¢, x) = é(x)qgg (t), where qg e CX (R2) and the sequence
e satisfies ¢:(0) = 1, ¢ (t) — 0 forany ¢ € (0, T) and ¢, — —8y (Dirac delta at r = 0).
Substituting ¢ in (101) we find

T
- / / ehOF, (e = / Pd@e +o(l) (116)
0 ]RZd RM
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as ¢ — 0. By Lemma C.4, g admits trace values in L?(R*; e~H) and therefore passing
& — 0in (116) we find

/R 80,0 - ] d)e M dx =0, Ve CRM).

Finally we prove the uniqueness in ¥ of the solution of (101). Consider two solutions
81,82 € Y and let g = g1 — g». Since the initial data and the right-hand side U in (101)

vanish, we have E;(g,¢) = 0 forall ¢ € C°([0,T) x R2dy, Taking a sequence ¢, €
C>([0,T) x R2) that converges in X to g, we find

0= lim E; (g én)

(0:g —JVH -Vg, ¢n)xr x+

lim
n—oo

r 1 1 1 _H
+_/0 /RM {g <E‘,V¢’*/’t Vo + <)L+ E‘I’>¢n) - 5¢n-’v¢’*l)t 'Vg+Vpg-Vp¢,,}e

r 1
= (g — JVH -Vg. g)y x + {(A+7w)g2+|vpg|2}e*”
’ 0 RZ{I 2

a3 1 5 L 5
=73 [ emr e + sl =0,

This proves uniqueness. O

Remark C.6 Using the same technique as in the uniqueness proof above we can prove the
following result. If g € Y satisfies E; (g, ¢) = Ly (¢) forall ¢ € C°([0, T) x R24), then
forall ¢ € C([0, T] x R24) we have

Ex(8.¢) = Li(¢) — / gp|_pe ! = (MU, p)xx — f gol—g e M.
R2d R2d

Theorem C.1 proves the well-posedness of the variational Eq. (101) which is a weak form
for the time-rescaled Eq. (98). Transforming back, we also conclude the well-posedness of
the variational equation corresponding to the original Eq. (96). We state this in the following
corollary.

Corollary C.7 Assume that
WeC2RxRM), UeX', and g° e L*R*;e™M).
Then there exists a unique solution g to the variational equation
E(g.9) = L($). V$ € CZ([0,T) x R*), (117)

in the class of functions Y. Here E : X x C°([0,T) x Ry > Rand F : C([0,T) x
R24) — R are given by

T 1 1
)= [ [ fe(-a0+1vH-Vp+S1v0 5 Vo J00)
0 RZ(I 2 2
1
-3¢ Jvlp*p,-Vg+v,,g-v,,¢}e*H, (118)

L@) =(U, $hxrx + / 9], _ge . (119)
RM
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C.2 Bounds and regularity properties

Having discussed the well-posedness of Eq. (96), in this section we derive some properties
of its solution. These properties play an important role in the proof of Theorem B.2.

C.2.1 Comparison principle and growth at infinity
We first provide an auxiliary lemma which we require to prove the comparison principle.
Lemma C.8 Forg €Y, define g~ € X by g~ := max{—g, 0}. Then

e, (120)

_ 1 _
(,g —JVH -Vg, g >X”X:_§/ (g7)?
]RZd

Proof Since C2°([0, T] x R24) is dense in Y by Lemma C.3, it is sufficient to prove (120)

for g € C2°([0, T] x R??). For g € C2([0, T] x R*?), g~ € X NLip(R>?) and there exists
a sequence ¢, € C°([0, T] x R24) guch that ¢n — g~ in X. We have

(g =JVH-Vg, g )x x = lim (d,g = JVH - Vg, dn)x x
n—oo

T
= lim/ / (0,8 — JVH - Vg)e 1
0 R2d

n—oo

T
f / g (g —JVH -Vge ™
0 ]RZd

T
= —/ / g (g~ —JVH-Vg)e
0 RM
1

w3 1 —2|="
) A‘@l(g )

e
‘We now prove the comparison principle.

—-H

t=0

Proposition C.9 (Comparison principle) Let g be the solution given by Corollary C.7. Then

1.¢°>0and U >0 = g >0.
2. g% € L®R*) and U € L'(0, T; L®(R*?)) = g € L>®([0, T] x R*) with

t
gl < llg°lle +/O U (s)|Lds.

Proof Let g be the solution of the transformed variational Eq. (101) provided by Theorem C.1,
which reads explicitly

0= (dg—JVH Vg, ¢)x x — (MU, d)x x — /RM Lpoe

o) [uleGreven v (e 3u)e)

1 B
—E(ﬁJVI//*pt-Vg-FVPg'Vpd)]e H.
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Consider a sequence ¢, — g~ in X as n — oo, with ¢, > 0. Then by the assumptions on
U and g° we have

(e_)»TU’ ¢n>X’,X + ‘/]RZi g0¢n|t=0 e_H 2 0’

and therefore

0< ngmw<a,g —JVH Vg, ¢n)x x

+/0T /de{g(%lvw*p;.vrbn + (A+ %\y)m) - %ri)n INY s pr -V8+VP3'VP¢"}6_H

=(hg—JVH -Vg, g )x/ x

T 1 1 1
—Jv Vg~ (x 7\1/) _)——_JV Vg4 V,g-V —} —H
+/0 /de{g(z Yo - Vg + +2 g 28 Yxp-Vg+Vpg-Vpg te

1 _ot=T _y T 1 ., o
[ —— _ 54w v ] ’
Z/RM(g y ‘r:oe /0 /de{( *3 )Ig 1" +1Vpg I7e

where the last equality follows by Lemma C.8. Since g7 |;=0 = 0 and 1 > %||\IJ||OO + 1 by
assumption (97), this implies that g— = 0.

This completes the proof of the first part of Proposition C.9. The second part is a simple
consequence of the first part, by applying the first part to the function g € Y, g(t) =
8% + f(; IU(s)||L ds — g(t), which satisfies an equation of the same form. O

In the next result we use the comparison principle to prove explicit bound on the solution
of Eq. (96) when U = 0.

Proposition C.10 (Growth) Assume thatinf H = 0 and 0 < o] < go < ap < 0. The
solution for the variational problem (117) with U = 0 satisfies

a1 exp (—ﬂlt\/wl + H) < g <wmexp (ﬂzt\/a)z + H)

for some fixed constants By, B2, w1, w2 > 0.

Proof We first prove the second inequality in Proposition C.10. For some constants 8, >

0,w; > 1 to be specified later, we define g = o exp(Bat/wr + H) € Y, such that

g21i=0 = ap. We will show that g, — g satisfies the assumptions of Proposition C.9.
Substituting go — g in (118) and using the smoothness of g we find

Ea—.6) = Wadhex + [ (salo— ) pe~"
with
Uy =080 —JVH -Vgo —JV(Wr*xp)-Vegr+V,H -V,e0 —Apgo
—%(JVH—Vw*pt—\IJ).
By construction g3|;=0 — gO > 0. We now show that U > 0. We calculate
0:82—JVH Vg — IV *01) - Vgo +VpH - Vg0
—8pg2 = S UVH - Vyxp— W)

1 1 1 ~
= g(5hVor+ H— 5 UVH -V s p = W) + S poonr + H — chot — 3%
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where the constants ¢, ¢ are independent of 8, and w3, using the uniform bounds on A H and
the bound |[VH|? < C(1 + H). Because of this growth condition on VH, we can choose
B2, wy large enough such that

1 1
Eﬂzx/wz-l-HZE(JVH-VW*p,—\I/).

Then we choose w; even larger such that for any ¢ € [0, T']

%ﬂzm > %ﬂz«/aTz > cpot + P37,
For these values of 8>, wy we therefore have
Uy=0g0—JVH -Vgo —JV(Wr*p) -Vga+VpH -Vypgr —Apg
—%Z(JVH-vw*p,—w)zo.

Using the comparison principle of Lemma C.9 we then obtain

g < apexp (ﬂzt\/wz-i-H).

Proceeding similarly it also follows that g1 := a1 exp(—p1t+/@1 + H) is a subsolution
for (96) for appropriately chosen 1 and w1, and the first inequality in Proposition (C.10)
follows.

In the next result we make a specific choice for W (which corresponds to the Fisher
Information for the VFP equation) and show that with this choice, the L2(e~ ) norm of the
solution of (96) decreases in time.

Proposition C.11 The solution g for the variational problem (117) (in the sense of Corol-
lary C.7) with U = 0 and
1
v = —(Ap(p—Vp(p-VpH— 5|v,,<p|2), (121)

or some ¢ € CX([0, T x R2?), satisfies
c

T
/ g2’ e 1 <0.
R2d 0

Proof Let g € Y be the solution given by Corollary C.7. Since g € X, there exists a sequence
¢n € C((0, T) x R??) such that ¢, — g in X. Furthermore 3, — JVH - Vg € X’ and
we have

(0 = JVH -Vg.g)x x = lim (3¢ — JVH - Vg, ¢n)x' x.

Using the same approximation arguments as in the proof of the comparison principle we find
1 > —n|=T
5 e = (g —JVH-Vg,g)x x
2 R2d

t=0

n—oo

) T 1 1
— lim f / (560750 %1 Vg = 58IV % 01 - V4,
0 ]R2d 2 2
1 —H
- Vpgvpd’n - Egﬁbn‘y)e

@ Springer



Variational approach to coarse-graining of generalized... Page 57 of 65 100

g 2 1 2 H
= —|V - = \IJ) -
/0 /l‘@d( | pgl 2g ©

Using Lemma C.4 and substituting (121) into this relation we find

1 2—H‘T /T 2, 15 1 2N\ .—H
- - v - [A —V,0-VyH — ~|V ])
2/]dege o A ]RZd( Vpgl +2g p9— V0 -V, 2| pol7 | )e

T
! :
B _/o /de@VPg'z V0 Vps + 38 Vel )e <0,

where the second equality follows by applying integration by parts to the A ¢ term. This
completes the proof. O

C.2.2 Regularity

In this section we prove certain regularity properties for the solution of Eq. (96). We first
present a general result regarding regularity of kinetic equations. This result is a combination
of Theorems 1.5 and @ @1.6 [14]. The main difference is that we assume more control on
the second derivative with respect to momentum, which also gives us a stronger regularity in
the position variable.

Proposition C.12 Assume that
Wf+p-Vof —oA,f=g inRxR™ (122)
holds with o > 0 and
frge PR xR*), V,f,V,g e L*(R x R*).

Then A, f, Vg f € L*R x R¥), 3, f € L (R x R*?) and

loc

19 /1122 = (195802 + 1f1.2).

Proof From [14, Theorem 1.5] it follows that A, f € L2(R X de) with

ollApfli2 = Callglizz,

for a constant Cy that only depends on the dimension d. This implies that the Hessian in the
p-variable satisfies Dlz,f e LR x R%) as well.

To prove the Proposition, we first assume that f, g € C2°([0, T] x R?4). We will later
extend the results to the low-regularity situation via regularization arguments.
Writing (f, g) = fRXRM fg and using integration by parts we have

||3q_,f||iz = (aq_f f 3!1,/f) = (861va apj O +pVg)f — (B + qu)apif)
= (8, 1 0p; B + PVg) f) + (3g; (B + pNg) f. 3p; f) = 2(8g;0p; f. 0 A f)
+2(8y, f. 0p,8)
= 0+2[19g; flIz2118p; 8l 12 (123)

Here we have used the (hypoelliptic) relation d;;, = 9, (3; + pVy) — (3, + pV4) ), to arrive
at the second equality. The final inequality follows since f is real-valued, which implies that
If |2 is an even function and therefore
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(3,00, fo. - Ap f) = /de ¢injinPIf1? =0,

where ¢, n are the Fourier variables corresponding to ¢, p.
Inequality (123) gives

19g; fllz2 < 2119p;&llz2- (124)

Since V, f, Ap f, 8 € L3R x R24), using (122) we have o, f € L%OC(R x R24). This proves
the result for smooth and compactly supported f and g.

Let us now consider general f,g € L?>(R x R??) as in the Proposition, and define
fs == vs * f and gs = vs * g, where vs is a regularizing sequence in R x R24_ Then
we have

O fs+p-Vofs —Apfs =g + &5,

where gs = p - Vg fs — vs * (pVy f). Next we define fs g := f5Xg and gs,g := gsXR,
where

Xr(x) = xl(%), where X1 € C°(R¥), X, (x) = 1 for |x| < 1, X;(x) = 0 for |x| > 2.
Then we have

O fs,R+D-Vgfs, R —Apfs,r = (85 + 85) XR + 85,8 =: 85,k

where
8s.R=fsp -VgXr— fsApXR+Vpfs - VpXg. (125)

Note that fs5 g, g5,8 € C2°(R x R??). To apply (124) we need to show that gs g, Vg5, €
L?(R x R??). In fact we will show that gs g, V,gs, g are bounded in L*(R x R??) indepen-
dently of 6 and R with

IVpgs.rll2 < C(IVpgli2 + 1f1l2 + 1V fllg2) (126)
Combining with estimate (124), we have V, f € L*>(R x R??) with

IV flizz = lim Vg fsrle < C(IVpgliz + 1122 + 1V fli2) .
§—0,R—00

Now we prove that gs g satisfies inequality (126). Since the equations are defined in a
distributional sense, for any ¢ € C2°(R x R%) we have

/ 750 =/ [=f5p-Vab + fp - Vavs 6]
RI+2d RI+2d

:fRHM [ fvs* (- Vg@) + - Vyvs x ¢]

= 1fll2llvs * (p - Vgd) + p - Vgvs * bl 2
< I fllzlikslizrlioliz < Clf 2@l Lz

where k5(q, p) = |plIV4vs(q, p)|. Here the final inequality follows from Lemma C.2 since
llksll.1 < C independent of § (recall (105)). As a result of this calculation it follows that

lgsll2 = Cllfllgz,

where C is independent of §.
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A similar calculation for V, gs gives, using implicit summation over repeated indices,
/R 8s0p;¢ = / —(s % [)(Pigp;®) + [Pidg (vs % 0,,0)]

= /1; [3g:® 8p, (pivs * [) + [pidy; (vs * 0y, ¢)]

= fRM [84,0 0p; (pivs * ) — vs * 0g; P 3pj(fpi)]

= /RM (04,0 (Pivs % 0y, f + 8ijvs % [) — vs % 0,0 (pidp, f + 8ij )]

= A{Zd Op; [ [vs * (Pidg;#) — pivs * 8g,0] < Cll9p, fll 21V pills @l 2,
where C is independent of §, implying
19p,8s1l < ClIVp fllp2

Now let us consider gs g (defined in (125)). Since |V, X g| < 1/R and |A, X g| < 1/R2,
it follows that

l&gs.rll2=Clfsp- VXR||L2+ IIstIvL VoSl = Cliflie + 23 ||f||vL IIfoII,

i.e. gs g is bounded in L>(R x R??) independent of 8, R. A similar calculation shows that

_ R
195, 85,7112 < C(R) —> 0.

This completes the proof. O
We now use Proposition C.12 to prove regularity properties of Eq. (96).

Proposition C.13 Let g be the solution of the variational problem (117) (in the sense of
Corollary C.7) with U = 0 and with initial datum g° € X. If g° € C3(R**) N X, then g
satisfies

48, Vg, Apg € LE ([0, T x R*).
Proof Let g be the solution of the variational problem (117) in the sense of Corollary C.7,

but on the time interval [0, 00); since Corollary C.7 guarantees existence and uniqueness on
any finite interval, this g is well defined. We extend g to all 7 by setting

" <o
8@ _! ) t>0

We next recast the variational problem (117) in the form used in Proposition C.12. Chang-
ing p to — p and rearranging (117) we find, also using Remark C.6, for all ¢ € C2°(R x R?)

T

r 1 1 1 _
= [ [ o5V Vs eV n 0 - Se¥o+ 0¥k pr T ygfe
o Jroa 2 2 2
t=T
_/de 8% t:Oe

—H
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With the choice ¢ = ¢e’?, where ¢ € CP[R x R24) we rewrite this as

/oT /Ru{g (_a’(l~§ e Vq¢~>) TV V,,(ZS}

g . - -1 -
:/0 /de{vpg "VpHO—gVyV - Vypdp— Equw *pp - Vpdp— Equl[f *pr - VpHe

t=T

(127)

I - 1-
TR A T T T

RrR2d

After combining this expression with similar expressions for the regions t > 7 and ¢t < 0,
we find that these expressions form the distributional version of the equation

dg—pVyg—Apg=G inRxR¥, (128)

where
G— —qugO—Ang t<0
Vpg VgV = VoW s p - Vpg — Vg - VoH — 58 (Vy % p - Vo H + W) 1> 0.
(129)

Since g, Vg € L%(0,T; L2~ 1)) ¢ leoc(]R x R2?) and by assumption g0 e C3(RYM),
it follows that G € leoc (R x R2). After a smooth truncation, Theorem 1.5 of [14] implies
that Apg € L? (R x R??). Using this additional regularity in the definition of G (129), it
then follows that V,G € leoc (R x R??). Applying Proposition C.12 to a truncated version

of (128) then implies the result. ]

Remark C.14 From Proposition C.13 it follows that the solution for the variational prob-
lem (117) satisfies the original equation (96) (with the choice U = 0)

0;,g—JVH -Vg—JV(r*p)-Vg+V,H -Vyg—Ap,g — % (JVH -Vy *xpy — W) =0,
g|t=0=80,

in L}, ([0, T] x R??) (i.e. all derivatives are in L. ).

D Proof of Theorem 3.1

In this section we prove Theorem 3.1. We will use the following alternative definition of the
rate functional

T
l/ / he 2 dpydt if 90 = e L div(pJVH)+App — div,(prhy), for h € L*(0, T; L% (p)),
I(p)=12 and pli=0 = po,
0 R2d
+o00 otherwise,
(130)

where ¢ > 0 is fixed.
Proof of Theorem 3.1 We first show that the estimate (49) holds. Since p satisfies 7 (p) < C,

using the defintion (130) of the rate functional we find that there exists 7 € L%(0,T; sz(p))
such that for any f € Ccz(Rz)
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d 1

Formally substituting f = H in (131) and using the growth conditions on H (see (A2)) we
find

1 1
3 Hdp,:f (A,,H—f—V,,H«h,)d,OzSC-i—f/ |V,,H|2dp,+f/‘ |h:|? dp
R2 R2 2 R2 2 R2
1
sc+c/ Ha',o,—i-f/ |h:)? dpy.
RZ 2 RZ

The bound [ Hp? < C then follows by applying a Gronwall-type estimate, integrating in
time over [0, 7], and using the fact that & € L0, T; sz(,o)). To make the choice f = H
admissible in the definition (130) of the rate functional we use a two-step approximating
argument. We first extend the class of admissible functions from Cg (R?) to

A= |F e G+ sup (1 +Ix) I F ()] < ool

xeR?

For a given F € A, define the sequence fi(x) = F(x)&(x) € CC2(]R2), where & €
CZ°(R) is a sequence of smoothed characteristic functions converging pointwise to one, with
0 < & < 1,|V&]| < 1/k, and |d*&]| < 1/k* Then |VH - V fil, Ay fi, and |V, f|* are
bounded uniformly and converge pointwise to the corresponding terms with f; replaced
by f; convergence follows by the Dominated Convergence Theorem. In the second step,
we extend A to include H (g, p) by using an approximating sequence A > gi(q, p) =
H(q, p)¥x(H(q, p)) where ¥ : R — R is defined as ¥ (s) := (1 + |s|/k)~2. Note that
Yr — 1 pointwise as k — oo. Proceeding as described in the formal calculations above we

find
at</gkdpt> = C<1 +/gkdpt +/|ht|2d/0t>,

where C is independent of k and ¢. Using a Gronwall-type estimate, integrating in time over
[0, T'] and applying the monotone convergence theorem we find (49).

Next we prove (50). The main idea of the proof is to consider a modified equation for
which an estimate of the type (50) holds, and then arrive at (50) by passing to an appropriate
limit.

We consider the following modification of Eq. (41),

1
9p=——div(pJVH) + adiv,(pV,H) + A, p°, (132)
e

where o > 0. Essentially, we have added a friction term to Eq. (41), as a result of which
u*(dgdp) = ZJI e‘“‘H(‘I”’)dqdp is a stationary measure for (132) (Z is the normalization
constant).

The rate functional corresponding to (132) is

// P dpeds if 9 pr = —e~ 1 div(pJVH) + App +divy(plaV, H — D),
Pt
Iy(p) = 5 o for h% € L*(0, T; L% (py)), and ply—o = po.
+00 otherwise.

(133)
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Note that Eq. (132) is a special case of the VFP equation (with the choice ¥ = 0) and
therefore the proof of Theorem 2.3 also applies to this case. We follow the proof up to (95)
(adding a constant « to the friction) to find for any 7 € [0, T']

t 1
o)+ [ [ (Ap0=a¥,H - 5y0 = 319,0R )dpudt < 1u(0) + Hiolis®,
0
for any ¢ € C°(R x R?). Using the definition of relative entropy we have

T
1
F(pr) +f /2<Ap(p —aVy,H - Vyp — §|Vp<p|2)dptdt < I4(p) + F(po)
0 JR

—|—a/ Hp. _af Hpo. (134)
R2 R2

Below we show that I, (p) — I(p) as @ — 0. Then passing to the limit ¢ — 0 in (134) we
find

T
1
Foor+ [ [ (800 = 319,08 )dpidt < 10) + Fio)
0o Jr2 2

where we have used |V,H |> < C(1 + H) along with the estimate (49). The required
inequality (50) then follows by taking the supremum over ¢ € CZ°(R x R?).

To complete the proof we show that I, (p) — I(p) as @ — 0. Using the definition of
the rate functionals for the original Eq. (130) and the modified Eq. (133), we write the rate
functional for the modified equation as

1 r o2 1 T 2
Iy(p) = = |y |"dprdt = ~ |hy — aVpH| dpsdt
2Jo Jr 2Jo Jr
1 [T =
= 5/ / (|h,|2 + 02|V, H? = 20V, H - h,)dptdt 220 1),
0o Jr2

where we have used |V, H |2 < C(1+ H) and the estimate (49) to arrive at the convergence
statement. Note that (49) along with the definition of the rate functionals implies that I (p) <
o0 iff Iy (p) < oo. m]
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