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ABSTRACT. We study the dynamics of a quantum heavy particle undergoing a repulsive interaction with
a light particle. The main motivation is the detailed description of the loss of coherence induced on a quantum
system (in our model, the heavy particle) by the interaction with the environment (the light particle).

The content of the paper is analytical and numerical.

Concerning the analytical contribution, we show that an approximate description of the dynamics of the
heavy particle can be carried out in two steps: first comes the interaction, then the free evolution. In particular,
all effects of the interaction can be embodied in the action of a collision operator that acts on the initial state
of the heavy particle. With respect to previous analytical results on the same topics, we turn our focus from
the Mgller wave operator to the full scattering operator, whose analysis proves to be simpler.

Concerning the numerical contribution, we exploit the previous analysis to construct an efficient numerical
scheme that turns the original, multi-scale, two-body problem into two one-body problems which can be solved
separately. This leads to a considerable gain in simulation time. We present and interpret some simulations
carried out on specific one-dimensional systems by using the new scheme.

According to simulations, decoherence is produced by an interference-free bump which arises from the initial
state of the heavy particle immediately after the collision. We support such a picture by numerical evidence

as well as by an approximation theorem.

1. INTRODUCTION

In the present paper we describe, both through a theoretical analysis and numerical sim-
ulations, the following idealized experiment: a quantum particle lies in a state given by
the superposition of two localized wave functions (“bumps”), initially separated and moving
towards each other. At a certain time, the particle interacts with another particle that is con-
siderably lighter. As a consequence, the quantum interference arising when the two bumps
corresponding to the heavy particle eventually meet is damped. The damping of the inter-
ference is called decoherence, and provides a description of the transition from the quantum
to the classical world ([8, 19, 26, 9, 11, 16, 17, 18, 20]). Despite the conceptual relevance
of decoherence to the foundations of quantum mechanics as well as in applications (e.g. in
quantum computation) and, more generally, in the understanding of the classical picture of
the macroscopic world, a rigorous and exhaustive description of this phenomenon is still at
its beginnings; nevertheless, in the last decade many important steps have been accomplished
(see e.g. [14, 13, 1, 3, 2, 12, 10]).
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According to the principles of quantum mechanics, the time evolution of the wave function
e (t, X, ) representing the two-body quantum system is given by the Schrédinger equation
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where we used units in which A = 1, M is the mass and X is the spatial coordinate of the
heavy particle, while e M is the mass and x is the spatial coordinate of the light one. So ¢ is
the ratio between the mass of the light particle and the mass of the heavy one, and we study
the regime ¢ < 1, which we call the small mass ratio regime.

The interaction is described by the potential %V; the uncommon coupling constant is
chosen to be of order e~! so that even a single collision leaves an observable mark on the
heavy particle; furthermore, the factor 1 + ¢ hardly affects the dynamics and simplifies some
expressions. We shall always choose a factorized initial state, i.e. 1? will be the product of
functions depending only on the variable X and the variable x, respectively (see (2.2)). Phys-
ically, this means that initially the two particles are uncorrelated. We shall always assume
that 2, and consequently . (), is normalized in L?(R?d).

The aim of the present paper is threefold: first, we rigorously derive a collisional dynamics
for the heavy particle as an approximation of the underlying quantum evolution (1.1) in the
limit e — 0 (Sections 3 and 4); second, we employ such a collisional dynamics in order to build
up an efficient numerical scheme (Sections 5.1 and 5.2); third, we observe the appearance
of decoherence through numerical simulation (Section 5.3). Eventually, simulations show
an unpredicted mechanism for the occurrence of decoherence, which we are able to derive
rigorously (Sections 5.4 and 6.3).

The emergence of a collisional dynamics, well-known since [19] and rigorously deduced
already in [14, 13, 1, 3, 2, 12, 10|, can be explained by the fact that the characteristic evolution
time is of order one for the heavy particle and of order € for the light one, so the light particle
diffuses almost instantaneously, while, during the interaction, the heavy particle hardly moves.
Thus, the main effect of the interaction on the heavy particle is the reduction of the quantum
interference among the two bumps. This, roughly speaking, is the content of the celebrated
Joos-Zeh’s heuristic formula (see e.g. formula (3.43) in [19]), which establishes that the state
of the heavy particle has hardly changed, while the state of the light particle is transformed
by the action of a suitable scattering operator.

In order to give a mathematical description to this scenery, in Section 3 we introduce a
collision operator I, whose action consists in multiplying the kernel pM (X, X") of the density
operator pM of the heavy particle by the collision function

L(X, X") = (¥ x[5%x),

where, following the physicist’s habit, the Hermitian product (:|-) is anti-linear in the first
factor and linear in the second. Furthermore, S¥X stays for the one-particle scattering operator
constructed assuming that the interaction potential is V(- — X). Notice that 0 < [I,| < 1;
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we will show in Section 4 that decoherence arises precisely when I, is not identically equal
to one.

Several novelties are present with respect to previous achievements on analogous problems
(see [2, 3, 10, 13]). First, we use a different initial state for the light particle in order to
replace the Mgller wave operator with the scattering operator (Theorem 2); this choice makes
it possible to provide explicit formulas for the function I, (Section 3). Second, in the present
work the convergence of the two-body dynamics to the two separated one-body dynamics
is given in Theorem 2, but the convergence rate in ¢ is not explicitly specified (see formula
(3.8)). However, given an interaction potential V', one can compute the related scattering
operator S and then use formula (3.9) in order to find the convergence rate. Third, we
generalize Theorem 2 to the case of density operators in Theorem 4. Fourth, we give explicit
formulas for the momentum and energy transfers between the two particles. To this regard,
we remark that, even though the incoming particle has a negligible mass, the transfer of
energy and momentum is not trivial, since in the limit ¢ — 0 the colliding light particle has
finite momentum and infinite energy.

Concerning the numerical part of the paper, we recall that in [4] the authors exhibited
some numerical simulations aimed at checking the Joos-Zeh’s approximation formula from a
quantitative point of view: indeed, the error in such formulae, as computed in [13, 2, 3], con-
tains a multiplicative constant whose optimal size is unknown (see e.g. estimate (2.2) in [3]).
The numerical simulations in [4] show that, in spite of this indeterminacy, the approxima-
tion in [3, 2] can be successfully employed at least under some hypotheses on the interaction
potential (for details see Section 3.2 in [4]). Those numerical results were achieved by using
standard discretization arguments and a splitting (Peaceman-Rachford) procedure. The main
drawback of such a method was that, for fixed grids, the precision was sensitive to the value
of e, so that, in order to follow the fast evolution of the light particle, one had to employ tiny
meshes both in time and space, and the computations became expensive in time and memory.

Conversely, in the present approach the role of the light particle is limited to the compu-
tation of the collision function I,. The focus of the analysis is the dynamics of the heavy
particle that, in our approximation, becomes free after the collision. In this way, the computa-
tional problem drastically simplifies and the numerical cost is considerably diminished, both
in memory and in time; moreover, it becomes possible to simulate an experiment with many
colliding light particles, which is crucial for the sake of studying the continuous damping of
the interference.

As already stressed, our simulations lead to a description of decoherence that, at least to
our knowledge, was never put in evidence before. Indeed, simulations show that, if the light
particle initially has a non-vanishing mean momentum, then after the collision a fraction of
the wave function of the heavy particle organizes itself into a bump that moves independently
of the rest (see the first picture in Figure 5). Moreover, the newborn bump is uncorrelated
with the other components of the state of the heavy particle, so it does not take part in
the interference. Thus, the damping of the interference pattern can be explained by the
fact that a fraction of the initial wave function decouples from the rest. We give a rigorous
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result which portrays this phenomenon, if some hypotheses on the involved spatial scales are
satisfied (Theorem 7).

For simplicity, our numerical treatment is limited to the one-dimensional case, even though
the general idea and the theoretical results apply to systems in arbitrarily high dimension.

This paper is more concerned with a precise estimate on the dynamics of the heavy particle,
than on interpretation of decoherence in terms of the foundations of quantum mechanics;
nevertheless, some words on the conceptual background are in order.

In [4] we introduced and discussed an interpretation of decoherence based on the analysis
of the configuration space of the system. According to such an interpretation, the two bumps
representing the state of the heavy particle can be plotted as two bumps that, in the absence of
the light particle, move one towards the other: the simulation shows that when the centres of
the two bumps coincide, the overlap between the two bumps is complete and then interference
is maximal (see the last picture of Figure 9 in [4]).

On the other hand, if the light particle is present, then its position appears as an additional
dimension in the configuration space of the two-particle system. Now, since both bumps of the
heavy particle undergo a collision with the light one, they will be perturbed in two different
ways, so that the eventual overlap will not be complete and thus the interference is only
partial (to this regard, see the second picture in the first row of Figure 9 in [4]). For the
details of this explanation of decoherence we refer to Section 4 of [4] and to Remark 5.2 of the
present article: what we would like to stress here is the presence of a portion of the two-body
wave function that, in the (full) configuration space, is prevented from overlapping and hence
from producing interference.

Such a description has the advantage of being clear and simple, both from the physical
point of view and for the mathematics involved: the only mathematical object that is needed
is the wave function. On the other hand, in the present paper we aim at getting rid of the
coordinates of the light particle, reducing then the number of variables to consider, which
is often important for numerical computations. The price we have to pay is that we lose
the enlightening picture in the coordinate space and we have to deal with more complicated
mathematical objects, like density operators.

The description of the decoherence phenomenon that emerges from our analysis can be sum-
marized as follows, according to formula (5.63): each bump of the heavy particle interacts
with the light particle only through the portion of its wave function corresponding to the
reflection coefficient of the interaction. Then, the density operator of the heavy particle after
the interaction turns out to be a convex combination of three density operators: the one cor-
responding to the suitably damped initial state, that did not interact when the light particle
was transmitted, the one corresponding to the left bump when the light particle was reflected
from the left, and the one corresponding to the right bump when the light particle was re-
flected from the right. Only the first one has preserved the capability to produce interference,
while the two others did not. The overall interference is then damped due to the fact that
the portion of the heavy particle that underwent interaction cannot interfere any more. The
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correspondence with the non-overlapping components of the two-body wave function, as dis-
played in the analysis in the configuration space, is explained briefly in Remark 5.2. Actually,
we plan to investigate that correspondence in more details in a future work.

The outline of the present paper is the following. In Section 2 we introduce the math-
ematical framework and fix some notation. Section 3 provides the general approximation
theorems, enabling one to replace the two-body Schrodinger picture by a suitable collisional
dynamics. Section 4 is devoted to the study of the collision function I,: we give general
formula, study some properties and provide approximations for some particular choices of the
interaction potential V. In Section 5 we describe the numerical method and present results
obtained with that scheme. In particular, we carefully analyze the decoherence effect carried
on the heavy particle by the interaction with the light one, showing the appearance, after the
collision, of an uncorrelated bump and explaining it theoretically. Finally, the last sections
are devoted to the rigorous mathematical proofs of the main theorems of Sections 3 and 5.4.

2. PRELIMINARIES

Let us recall some elementary notions of quantum mechanics and fix some notation. The
state of a pair of quantum particles in space dimension d can be represented by a function v
in LQ(de) called the “wave function”, whose norm equals one, to be interpreted according to
the well-known Born’s rule: given Q;, Qs C R% the quantity le fQQ [Y(X,2)|? dedX is the
joint probability of finding the heavy particle in the domain §2; and the light one in €5 after
a measurement of their positions. In order to detect and measure the decoherence, one has
to study the probability density [pq [¥(X, 7)|? dx of finding the heavy particle at a point X,
averaged on the position of the light one.

As already stated, we assume that the ratio of the masses of the two particles is small,
and fix the mass of the heavy particle to M = 1 for the analytical investigations, while the
mass of the light particle will be denoted by m = & < 1. In the numerical section (number
5) however we will choose different values for M for scaling reasons.

We assume that the interaction between the two particles can be modeled by a regular,
rapidly decaying and non-negative potential V', that depends on the distance between the
two particles only. Due to the regime of small mass ratio, in order to obtain a non-trivial
evolution for the heavy particle, we suppose that the strength of the interaction is of the order
of the inverse of the mass ratio (¢~1). More precisely, as this choice simplifies the analysis
and does not affect the results, we define the coupling constant as e~!(¢ + 1), which is the
inverse of the reduced mass of the two-body system.

Under such assumptions, the time evolution of the two-body wave function . (¢, X, ) is
given by (1.1), associated with the initial condition

Y(0,X,2) = Y2(X,2) = o(X)[Uo(—<")x](x), (2.2)

where ¢ and x are regular functions (see next section for the exact regularity required) and
~v € (0,1). The presence of the free propagator Uy(—e~7) in the definition of the initial state
of the light particle is useful to describe a situation in which the light particle comes from
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infinity and reaches x = 0 in a time of order £!~7. Furthermore, it makes it possible to treat
X as an incoming state in the sense of the scattering theory (see e.g. [23]).

2.1. Notation.
e For p € [1,00], the norm in LP(R?) or in LP(R??) is denoted by || - |, the context will

always clarify the domain we refer to. For the norm in H*(R%) for s € R, we use the symbol
|- [l
e We denote the free Hamiltonian operator in L?(R?) by

1
Hyi=—35A, Hy: HXR?) C I*(R) — L*(RY),

which is self-adjoint in L?(R?) and generates the free Schrodinger propagator, denoted in the
following by Uy(t). The family of such operators is a strongly continuous unitary group (for
more details, see e.g. [22], Ch. 8). At fixed ¢, Uy(t) acts as the convolution with the integral

kernel
Up(t,x) = #ei% z € RY
’ (2mit)d/2 ’
e Whenever a tensor product appears, the first factor refers to the heavy particle or to its
state, while the second refers to the light particle or to its state. The convention applies
to operators and wave functions. Given a wave function yx for the light particle, where
the coordinate X of the heavy particle enters as a parameter, ¢ ® yx will denote the wave

function defined by

[90 ® XX](X? x) = SD(X)XX (x)
Of course, this is an abuse of notation since x, depends on X, but it will be useful and
unambiguous in the sequel.

e The interaction between the light and the heavy particle is described by the potential V :
R? — R. In Theorems 2 and 4 the potential V is required to fulfill some general hypotheses
(see assumptions (H1)-(H3) and related comments). For the numerical analysis (See Section
4.2) three different kinds of V are considered, which share the features of being non negative
and rapidly decreasing, but are different in terms of local regularity.

e We denote by Hy the Hamiltonian
Hy = —%A +V,
where V' is the multiplication by V' (z). In all cases we consider, Hy is self-adjoint, and Uy (t)
denotes the unitary group generated by Hy, i.e.
Uy (t) := e 1VE,
e We denote by S the scattering operator between the self-adjoint operators Hy and Hy, i.e.

Sy :=s— lim Sy(t,t'), where Sy(t,t') = Uy(—tUy(t+t)Uy(—t), (2.3)

£t —+oo

and the limit holds in the strong operator topology. In all cases we consider, Sy is well-defined
and unitary:.
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e Consider the self-adjoint Hamiltonian operator Hy , its unitary group Uy and the related
scattering operator Sy,. Then, the shifts by any X € R?, denoted respectively by H:Y, U‘)/(
and Si¥, are also well-defined and share the properties of the unshifted ones. More explicitly,

1 .
H{f = —§A + V(- X), U (t) := eVt

SX:=s— lim Si(t,t), where Si(t,t) := Ug(—t)Ui (t +t')Up(—t).

R
When no confusion is possible, we will forget the subscript V' and use the shorthand notation
H,S,U and HX,UX, 8X.
e The two-particle free Hamiltonian operator and the Hamiltonian operator containing the
interaction among the two particles shall be denoted respectively by
1 1 1 1 1+e¢
H = —-Ax - —A H.:=—-Ax — —A
c 2 =X T ST TR T e

Both are unbounded self-adjoint operators on L?(R??). The associated unitary groups will

V(X — ).

be represented respectively by UZ (¢) and U.(t).
The unitary group generated by Hgf factorizes as

UL(t) = Uo(t) ® Uo(t/e).

e The Fourier transform of a function ¢ € L*(R?) is denoted by 5 and is defined by
o) = o)t [ e dr, (2.4)
Rd

where k -  is the Euclidean scalar product in R? between the vectors k and z.

e Given a functional space H*(R%) (possibly with s = 0), we define the translation operator
0x by

Hx¢($) = ¢($ - X)’
for any ¢ € H*(R?). It turns out that x is a unitary operator.

e The space of self-adjoint trace-class operators (see [22]) on L2(R?) or in L?(R??) is denoted
by £! and the norm of a generic element p in that space is given by

HpHﬁl = Tr’ﬂ’? Vp € ﬁla

where Tr denotes the trace functional (see [22], Ch. VI). The subspace of the positive elements
of £ is denoted by L'}r, without specifying whether the operator of interest acts on L?(R??) or
on L*(R%). Anyway, the context will always be unambiguous: if p is the density operator of a
single particle, then ||p|| 1 denotes its trace class norm as an operator on L?(R?). Conversely,
if p is the density operator of a two-particle system, then ||p||z1 denotes its trace class norm
as an operator on L?(R??).

e We shall make occasional use of the so-called Dirac’s bra-ket notation: for example, the
state of the heavy particle will be denoted by |¢), while the state of the light particle by |x).
A scalar product between two states of the light particle shall be denoted by (x/|x), while the
orthogonal projector along the span of |x) will be represented by |x)(x|.
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e We will always assume that wave functions ¢, x and density operators p are normalized,
ie.

lellz =1lIxlla=1,  peLl and|pllz =1.

2.2. Assumptions. We introduce three hypotheses that we shall use in Theorems 2 and 4.

(H1) The Hamiltonian Hy is self-adjoint on L?(R9), its point spectrum is empty and zero-
energy resonances are absent.

(H2) Asymptotic completeness holds for the couple of self-adjoint operators Hy and Hy,
and the scattering operator Sy is well-defined and unitary in L?(R%).

(H3) There exist s € R and a constant Cs > 0 such that

vx € L2AR?), ||z Svxll2 < lllel xll2 + Csllx|l =

Let us comment on these hypotheses. The first one, (H1), requires self-adjointness of the
Hamiltonian operator, which provides well-posedness of the associated Schrodinger equation
and unitarity of the propagator; bound states, as well as zero-energy resonances are to be
avoided for the wave operators to be well-defined. The second hypothesis (H2) prescribes the
unitarity of the scattering operator. The third one (H3) is less common, and is a regularity
assumption on the scattering operator Sy. For d = 1, (H3) can be replaced by the stronger
assumption

(H3’) There exists an s € R and a constant Cs > 0 such that the reflection and transmission
amplitudes r and ¢ (see Section 4.1) satisfy

Okti| + 0prs| < Cs(1 + |K[?)z. (2.5)

The fact that (H3’) implies (H3) is proven in Lemma 5.

Roughly speaking, hypotheses (H1)-(H2)-(H3) are fulfilled by non negative, regular po-
tentials that decay fast enough at infinity. In dimension one, (H1)-(H2)-(H3’) are satisfied,
among others, by the repulsive Dirac’s delta potential and potential barriers, for which the
transmission and reflection amplitudes are explicitly known. See Section 4 for more details.

3. ANALYTICAL RESULTS

In this section we give the analytical results that provide an approximate solution to the
problem (1.1), (2.2) in the regime ¢ < 1. In Theorem 2 the case of a pure state (i.e. a wave
function) is considered, and we give an approximate solution in which the evolution of the
heavy particle is decoupled from the evolution of the light one, provided that the initial state
has been suitably modified. In Theorem 4 we generalize the result to the case of a mixed
state (i.e. a density operator), in which the problem (1.1), (2.2) is replaced by the operator
differential equation (3.13). Theorem 4 provides an approximate density operator for the
heavy particle whose dynamics is governed by a free evolution problem with modified initial
data. The modification of the initial data is given by the action of the collision operator Z,.

For the convenience of the reader, proofs are postponed to Section 6.

Theorems 2 and 4 supply the theoretical basis of the numerical method that will be intro-
duced in Section 5.
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Definition 1. Givene > 0, the operator S., acting on L2(R2d) 18 the unique unitary extension
of
S:(p@x) = ¢® [Uo(—e77)S¥x], Ve, x € L*RY; (3.6)

Furthermore, the operator g, acting on LZ(RM), s the unique unitary extension of

~

Slpex) = po 5ty
Notice that, with our notation, S, = [H ® UO(—e_V)]g.

Theorem 2. Assume that the potential V is such that hypotheses (H1)-(H3) are satisfied
and denote by s a real number for which (H3) holds. Choose ¢ € H'(R?) such that |X|p €
HY(RY), and x € H**'(RY) such that |z|x € H'(RY).

Let 1-(t) denote the solution to (1.1) with M = 1 and the initial condition (2.2); moreover
let 1%(t) denote the solution to the free two-body Schridinger equation

1008 = —3 Ayl — AL = HE (3.7)
¥2(0) = p ® Up(—e77) S¥x = Se(p @ x).
Then, the following estimate holds
o 1+e¢ _ _ 1—
lve(t) — P2(t)]|2 < Cy t—e 7 e 7| +Ce+Cse 77, (3.8)
where the constants are given by
Ci(r, ) = |elS(r,7') = SIx(- = X)]|, (3.9)

Cy

2v2(|Vellalllzlxll2 + [1X e l21Vxll2 + [1X - Vel + [l - Vx]l2) (3.10)
+V20,([Vellalixlms + Xl e+1)
Cy = 2V2(|Vel2 Vxll2 + 2 Ax]2), (3.11)
with s and Cs defined by the hypothesis (HS3).

For the proof see Section 6.

Remark 3.1.
i) The first term in (3.8) is quite implicit, nevertheless hypotheses (H1)-(H2) guarantee
lim Cy(r,7') =0.

7,7 =400

Indeed, the existence of the strong limit that defines the scattering operator (see (2.3)) implies
that, for fixed X and x, |[SX(r,7")x — Sxtz — 0 as 7,7 — 400, and therefore, observing
that

Ci(7,7)% < (X ||$% (r,7")x = $¥x][; < 4le(X)%,

by dominated convergence one has C1(7,7") — 0 as 7,7 — 0.
Notice that in order to explicitly estimate Ci(7,7’), one needs to study the one-body
scattering of the light particle by the potential V. See Proposition 11 for an example.
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i1) The constant Cy in Theorem 2 depends on the regularity properties of the scattering
operator through the assumption (H3). If this hypothesis is not satisfied, then one can prove
that the constant Cs may be replaced by

Cl = H | [V90®5XX+90®5XVX]H2+5H |z — X ||V,

Remark 3.2. Matching Theorem 2 with Proposition 11, one has that for the one-dimensional
system with V' = adp, a > 0, the solution . to (1.1) is well-approximated by the solution
¢ to (3.7). More precisely, for any initial condition of the type treated in Theorem 2, there
exists a constant C' depending on ¢ and 1 such that

Vo> 26, ) — vl < ¢ [(5)F 4],

Remark 3.3. There are some differences with respect to the previously known results [2, 3].
First, we modified the initial state for the light particle by inserting the operator U(—&~7).
Physically, this means that in our idealized experiment the light particle enters the system at
time t = —oo and immediately becomes entangled with the heavy one. On the other hand,
in the physical situation depicted in [3, 2, 10, 13] each light particle is injected in the system
at time zero. The mathematical consequence of our choice is that the initial state of the light
particle is (approximately) transformed via the action of the scattering operator instead of
the Mpller wave operator. This is consistent with the original Joos-Zeh’s formula ([19]).

The main advantage of our choice is that, in general, the operator S is rather simple to write in
Fourier variables as it involves the Fourier transform only, while the Mgller operator involves
a different (and usually implicit) eigenfunction expansion. As a consequence, the scattering
operator is better suited for a direct analytical study and for numerical simulations too.

Remark 3.4. Theorem 2 can be formally restated as follows:
U-(t) I Ug(—) ~ UL(H)S. = UL(H) T@Uo(~=7"))S (3.12)

for times of order one. Pictorially, (3.12) states that for small £ the light particle is instan-
taneously scattered away by the heavy one, which may be considered as fixed during the
interaction.

Let us generalize Theorem 2 to the formalism of density operators. Such a step is necessary
in order to describe the dynamics of the heavy particle when interacting with several light
particles: indeed, as we can see from (3.7), the initial condition for the limit model is not
factorized, so after one collision the heavy particle lies in a mixed state that has to be described
by the appropriate density operator.

Assume that the initial state of the heavy particle is given by the density operator p*(0) €
E}r, while, as before, the light particle at time zero lies in the state represented by the wave
function Uyp(—e77)x. Then, the density operator p.(t) that represents the state of the two-
body system at time ¢ solves the operator differential equation

{i@tpg(t) = [H., p:(t)]

p=(0) = pM(0) ® |Ug(—e=")x){(Uo(—e~")x], (3.13)



DECOHERENCE FOR A HEAVY PARTICLE INTERACTING WITH A LIGHT PARTICLE 11

where the symbol [A;, As] denotes the commutator of the operators A; and As.
For the sake of studying the dynamics of the heavy particle, the interesting quantity is the
density operator of the heavy particle, which is denoted by p} (t) and defined as

P (1) = Temp=(t) = Y (xjlp-(Dxy), (3.14)

J

where {x;};jen is a complete orthonormal set for the space L*(R%), and Tr,, denotes the
so-called partial trace w.r.t. the light particle.

Let us be more precise on how to compute such a partial trace. As p.(t) is compact, it
can be represented as an integral operator whose kernel can be denoted, with a slight abuse
of notation, by p.(t, X, X', z,2’). The integral kernel of the reduced density matrix for the
heavy particle then reads

oMt X, X') = /dea(t,X,X’,x,x)dx. (3.15)

There does not exist a closed equation for the time evolution of pX, but, as we shall see,
as € goes to zero and for any t # 0, the operator pé\/f (t) converges to an operator pM’“(t)
that satisfies a closed equation. In order to state this result properly, we need to introduce a
further operator on £; which we call the collision operator.

Definition 3 (Collision operator). Suppose that the hypotheses (H1)-(H2) are satisfied. Then,
we define the collision operator

T LYRY = LYRY),  pM = T (0™ @[S X) (5K y]). (3.16)

Remark 3.5. It can be verified that the operator Z, is well-defined and completely positive
(in particular it preserves positivity). Moreover, it satisfies the estimate

Tr|Z, oM | < Tr[pM|  with equality if p™ € £L. (3.17)
Remark 3.6. In terms of integral kernels, the action of the collision operator reads
[Zepl(X, X') = p(X, X') [ (X, X'), (3.18)
where the collision function I, is defined by
L(X,X") = (S%x$%Y),  X,X'eR% (3.19)
Notice that the function I, reaches its maximum modulus at X = X', where it equals one.

Theorem 4. Assume that the potential V is s.t. the hypotheses (H1)-(H3) are satisfied,
choose p™(0) € LY s.t. VpM(0)V and |- |[Vp™(0)V|-| € LL; choose x € H*(RY) for some
s > 1. Denote by p-(t) the solution to equation 3.13 and by p™-%(t) the unique solution to the
problem

{i&spM’“(t) = [Ho, p™(1)] (3.20)
PMa(0) = TpM(0).
Then, the following estimate holds
~ /1 ~ ~
P2 () = pM ()]0 < Ch < Ty e, 6”) + Che+ Csel™, (3.21)
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where the constants are given by

Ci(r7) = 2[[pMO)I[S(r.7') = S]x(- = X)(S(r,7") = Sx(- = X)IHZ%;

Gy = A(IVoM OV lzlxll + 11X ]0M O)X[1 19 x2
H[IXIVoM () VIX |12, + 2V xl2)
+2V2C IV OV | e + 1)

Gy == aV2(IVpM OVZ [Vxllz + 20 Axl2).

The proof is given in Section 6.

The last step in our theoretical framework consists in the possibility of extending the
previous procedure to the case of many light particles to be injected in the system one after
another. To this purpose, one should use an approximation result analogous to Theorem 4,
but adapted to a multi-particle system with light particles arriving at different times. Instead
of following this approach, which is fully rigorous but cumbersome and very difficult to handle
(See for instance [3] for a result with many simultaneous “collisions”), we will repeatedly use
the approximation given by Theorem 4. This means that we treat the heavy particle as if it
were interacting with only one light particle at a time.

Under that approxurnatlon the multlple use of the collision operator Z, is justified, provided
that the constants Cl, CQ and Cg appearing in Theorem 4 do not explode when computed
for pMa(t) instead of p™ (0). The behavior of such constants can be shown to depend on the
regularity properties of the collision function I, only. In particular, the calculation of the
kinetic energy of p*%(0) in terms of P M(0) and I, done in Proposition 4.5, may guarantee

the correct behavior of the constants Cl, C5 and Cg, but we will not go into such details.

4. ONE-DIMENSIONAL SYSTEMS. COMPUTATION OF I,

In this section we restrict to one-dimensional problems and provide a general expression
for the collision function I, (see (4.32), (4.33), (4.34)) whose form shows that I, depends
on the reflection and transmission amplitudes associated to the potential V' and on the wave
function of the light particle. Using this expression we compute the energy and momentum
transfer occurring in a two-body collision.

Furthermore, assuming that the state of the light particle is represented by a Gaussian wave
packet with a narrow spectrum in momentum, we prove an approximation of ©, (see (4.43))
to be used in Section 5.4.

4.1. Scattering operator, reflection and transmission amplitudes. Consider a particle
moving on a line under the action of the potential V', and assume hypotheses (H1)-(H3). We
define the transmission amplitude t; and the reflection amplitude 7, as the two complex
coefficients s.t. the action of the scattering operator S, defined in (2.3), reads

(Sx)(z \/_/ (tux (k) + r_pX(—=k)] e** dk, VzeR, (4.22)
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for any y € L*(R). We stress that definition (4.22) corresponds to the following formal action
on plane waves

S(elkx) — T,kefik:v + tkeikm’
which, in turn, agrees with the definition of reflection and transmission amplitudes usually
found in physics textbooks, namely, ¢, and r; are the two complex coefficients s.t. the gen-
eralized eigenfunction 1 of the operator Hy corresponding to the generalized eigenvalue
E = %2 % 0,k > 0 fulfills the asymptotics

1 . A
Yp(x) ~ — (e”m + rke_”“> , T — —00,
V2m (4.23)
Yp(z) ~ Ltkeikm T — +00.
V2T ’
It proves useful to represent the action of S through the 2 x 2 matrices
S(k) := <tk ”) . k>0, (4.24)
Ttk
that act on the vectors (x(k), X(—k) x>0 as follows
vk >0, [ 2XE) ) Zg (2‘(’“) ) . (4.25)
Sx(—F) R(=k)
Moreover, the unitarity of S implies, for k # 0,
> +1rk> =1, relk+ 07k =0, || = |r_l. (4.26)

The fact that S commutes with the Laplacian, together with its unitarity, gives
1Sx[lms = [Ixllas, Vs €R, Vx € H*(R).

We are ready to prove that, as stated in Section 2, the condition (H3’) in dimension one
implies condition (H3).

Lemma 5. Suppose that for some s € R and Cs > 0 the transmission and reflection coeffi-
cients satisfy

Okti] + 0prs] < Cs(1+ |k|2)2 =: Cy(k)®. (4.27)
Then, for all x € H*(R)
l2Sxll2 = 18x15X] 12 < llzx ]2 + 2Cs || a=-

Proof of Lemma 5. Since

Sx(k) ) _ x(k) X (k)
" <§3<<—k>> -0 () + 50 (550

one gets

105X, < ( /Om\[f’ks““” (y%—%)

1 1

zdk> 2 + (/OJFOO‘S(]{;) <6?;§(—kk):)> 2dk:) ’ .
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By unitarity of S(k), the second term in the r.h.s. equals |0 X2 = ||xXx||2. Furthermore, by

(4.27),
[ s (59)

This implies the claimed result. O

2
dk

IN

+oo
ic? /0 B2 (IR + [R(—K)[2) di

4CZ|Ix -

IN

The effect of translation. If the potential V is translated by a quantity X, then the reflected
wave is delayed by a phase equal to 2kX and the transmitted one remains unchanged. As a
consequence, one has the following

Lemma 4.1. Let V be s.t. the Hamiltonian operator Hy = —%8% + V' satisfies assumptions
(H1)-(H3). Then, the translated Hamiltonian operator H{f = —102+V (-—X) satisfies (H1)-
(H3) and, denoting the corresponding reflection and transmission amplitudes by rg( and ti( ,
one has

X =2 X =1, VkeR\{0} (4.28)

Proof. According to the notation of Section 2, we denote by #x the translation operator s.t.
Oxx = x(- — X). Then, one easily gets

U (t) = 0xUy(t)0_x, (4.29)

so that U¥(t) and Uy (t) are unitarily equivalent and assumptions (H1)-(H3) are preserved
by translation. Furthermore, (4.29) implies

SX = 0xSy0_x. (4.30)
By direct computation m(kz) = *XR(k), so one finally gets
SEx(k) = e i x(—k) + tex (k)

and the proof is complete. O

Corollary 4.2. The matriz S‘)f reads

Sé(k):<2ilf§( < T"“)- (4.31)

Lemma 4.1 (and Corollary 4.2) allow us to get a rather simple expression for the collision
function I,.

Proposition 4.3. For a one-dimensional two-particle system, endowed with an interaction
potential V' such that the hypotheses (H1)-(H3) are verified, the collision function I, defined
in (3.19) can be expressed as

L(X,X)=1-06,(X —X')+il(X) — i (X), (4.32)
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with the definitions

O,(Y) := /R (1= e5Y) I 2% (k) P i, (4.33)

I (X):=i /R R X Tt X(—k)X (k) dk. (4.34)

Proof. The proof is an elementary computation to be carried out using definition (3.19), the
equation (4.22), the relations (4.26), and Lemma 4.1. O

Remark 4.4. By the change of variable k& — —k in the integral defining I, and the rela-
tions (4.26), one immediately finds that I', (X) is real for any X.

Effect of the collision operator on kinetic energy and momentum of the heavy
particle. In order to interpret the functions ©, and I'y we study the transfer of energy and
momentum between the heavy and the light particle.

We recall that for a particle in the mixed state p lying in a d-dimensional space, the average
momentum and kinetic energy are given by

P() = Te(5 (=¥ p(=i9)])  or Plp) =5 [ (Vo= Vip(X. X)X, (439

2
1 . . 1
Ekin(p) = 3 Tr(—iV - p[—iV]) or Ekin(p) = 5 /d Vo - Vip(X, X)dX.  (4.36)
R
The probability current 7 is defined, in terms of the density operator, by
- 1 . , - i
J =5 [p=i) + (<i9)p]or T(X,X') = (V5 — Vi)p(X, X) (4.37)

Remark that P(p) = Tr?. For the sake of interpreting the forthcoming proposition, one can
consider that, if p is the density operator representing the state of the heavy particle before
the collision, then, in our approximation, Z,p is the density operator representing the state
of the heavy particle after the collision.

Proposition 4.5. The momentum and the kinetic energy of a particle moving on a line, as
it lies in the mized state represented by the density operator I,p, are given by

) 1
P(Lyp) = P(p) +i64(0) + 3Tx (Do + oI, ). (4.39)
. 1 1 o
Eiin(Typ) = Erin(p) + 04 (0)P(p) + 5 04(0) + 3 Te(Tlg +4T%),  (439)

where I’;{ denotes the operator whose action is the multiplication by the derivative of I'y and

j is the only component of the current ; that is present in the one-dimensional case.

Proof of Proposition 4.5. From decomposition (4.32), one immediately gets
I (X, X") = -0 (X —X')+il' (X)
Ol (X, X') = @;((X - X' - zT;((X/),
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where 0; denotes the derivative w.r.t. the 4 argument. By exploiting the second identity in
(4.35), a straightforward computation yields

P(Zyp) = P(p) +i6),(0) +/RF;((X),0(X,X) dX,

which may be rewritten as (4.38).
Concerning kinetic energy, by the second identity in (4.36) one gets

2Ekin(IXp) = 2Ekin(p) +/R[(81]X)(X’X)(a2p)(X’X) + (82IX)(X’X)(8110)(X’X)] aX

+ / (02011,) (X, X)p(X, X) dX.
R
Using decomposition (4.32), one finally has

BinTp) = Buin(p) — 5 €4(0) [ [(000)(X, ) = (01p) (X, X)] dX
5 [ T [0 (X,X) = (@1p)(X. X)] dX + 5 €4,(0)

This finally leads to (4.39). O

Remark 4.6. First, by (4.33), one has ©,(0) = 0, Re(0)(0)) = 0, and Im(©5(0)) =0, so
that all quantities in Proposition 4.5 are real. In particular, notice that

04,0 =2 [ KPR di, (4.40)

which is in general different from zero, so that a transfer of momentum and energy is possible
even though one could intuitively suspect that the light particle is in fact too light in order to
exchange momentum or energy with the heavy one. In order to understand this fact, recall
that the light particle has a momentum independent of € and a kinetic energy of order 1.
Thus the collision occurs between two particles with momentum of the same order, for which
exchanges of momentum and energy can take place.

Besides, the above formula (4.40) has a relatively simple interpretation. The plane wave
¢* has a probability |ri|? of being reflected, i.e. to gain a momentum —2k. Since the state
of the incoming particle can be understood as a superposition of plane waves with weight
X(k), the average gain in momentum amounts to —2 [ k |ry|*|X(k)[*dk for the light particle.
By conservation of momentum, the average gain in momentum for the heavy particle equals
the r.h.s. of (4.40).

On the other hand, the last term in (4.38) does not have, at least to our concern, a clear
interpretation. This is due to the fact that it takes into account the interference between the
reflected and the transmitted waves, so that there is no classical counterpart to provide some

understanding.
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For the kinetic energy the situation is analogous: the sum of the second and the third term
in the r.h.s. of (4.39)

L (OP(p) + 5 ©4(0) =2 [ (k+ Plp)klni FIR(0 ai

= % /R[(Qk + P(p))* = P(p)?]|re[*|R(K)[* dk

can be understood similarly to the first term in the r.h.s. of (4.38), while the last term is due
to a superposition effect between transmitted and reflected waves and its meaning is therefore
less transparent.

The case of an initial Gaussian state for the light particle. Let us specialize to the
case in which the initial state of the incoming light particle is represented by a Gaussian wave
function, i.e.

1 _(@=ep?

x(x) = (271'0'2)1/46 4o +ip:v’ (4.41)

where x; € R is the centre of the wave packet, o its spread, and p its mean momentum. Then,

R(k) = (EW e (hp)=ilk—p)e,
T
We shall make this choice of state for the light particle in Section 5, when dealing with
numerical simulations. For this reason, we give simplified expressions for ©, and I'y and
we provide some related approximation formulas that prove easy to handle. In fact, for the
Gaussian case definitions (4.33) and (4.34) yield

Opp(Y) = U\/g [ (1 — 247 \rklze*Q"Q(k’p)Q dk,
(4.42)
Iop(X) = ia\/ge_QUQPQ fR LT e~ 202k 2ik(X =) gf,.

If the wave packet has a large spread in position, so that its support in momentum is small
compared to the scale at which |ry|? varies, then we can approximate ©,, by using |rp|?
instead of |r;|? in the integral, and get the following approximation

OL(Y) = [rp|* | 1 - J\/2/621"’“/—202(/’6—1))2 dk
op P - )
2

. Y
= |rpf* (1 - 62"”?> - (4.43)
Approximating I'y turns out to be more difficult. However, as a first step, assuming that
20.2p2

the light particle has a large momentum, we can approximate I'y by 0 since the factor e~
is negligible for o p large enough.

The approximations introduced here can be expressed in terms of density matrices. Indeed,
one has the following proposition:
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Proposition 6. For any positive, self-adjoint operator p with Trp = 1, the following estimate
holds

[80p(X = X")p(X, X') = 650 (X — X)p(X, X")|| 11 <

dl?“kl
7'('0'2

2,2
< 2e7207P

il (X) = Fap(X)]p(X, X')| 21 <

where we denoted an operator by its integral kernel.

Proof. We will use the following simple estimates: for a wave packet x with center g, spread
o, and momentum p, we have

d|rk| N
[l = 2 Gk |2dk<H \ J 1RGPl 5l a
2 d 2 —+o0
— | / ke dk
2 dk 0 J0
1|4
= , 4.44
oV2m || dk || ( )

and

2
ILop(X)| < U\/j6202p2 / e 2R g = 2P, (4.45)
Q R

We shall only perform the proof in the case where p is a rank one projector : p(X, X’) =
©(X)p(X’), where ||¢|l2 = 1. The general case follows by diagonalisation of a general p and
summation of the error given in the rank one case. Using (4.44), we get

[(OPP(X — X') — O4p(X — X))p(X, X") HL

< ||pHL1/“7“k|2 |rp| HX |2dk;+H/ |7“k|2 |Tp| )e 2ik(X—X") | Lk )| (X, X)dk
Ly
1 ||d o
- i H + [ o0 NG, liml? = Il 1RGO
oV 2w )
T2 ‘ dk ||

Before going to the estimate on I'y,, we recall that for any rank one operator p/, i.e
operator with kernel of the form p/(X, X’) = ¢1(X)p2(X’), we have the equality ||p’||1 =
lo1]l2]l2]l2. If we apply this to the rank one operators with kernel T'y,(X)p(X)p(X') and
P(X)Lop(X")o(X), we get

HZ[FU,p(X) - FU,p(X,)]p(X; X/)Hl:1 S HFO”p(X)SD(X)mHEI _|_ Hro',p(X/)gD(X)mHl:l
< 2|Topplalliellz < 2Toplloe < 267277,

This concludes the proof. O
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4.2. Particular potentials of interest. Here, we briefly introduce three particular poten-
tials that we shall use in the numerical simulations.

Dirac’s delta potential. In the case V = ady, with « > 0, the reflection and transmission
amplitudes are given by (see Proposition 11)
! o i|k|
a—ilk|’ P T a =ik

In the next section, we will use (4.46) to compute the function I, numerically via (4.32),

= Vk € R. (4.46)

(4.33), (4.34). To avoid the numerical integration, one can use formula (4.43), which gives

Oé2

5 2ipy — Yo
@U’g)pp(Y) = m <1 — e P 202 > . (447)
Potential barrier. A further potential for which the scattering matrix can be explicitly
computed is the potential barrier, i.e.
«
V(m) = Vo]l[_aﬂ}, Vo= % a > 0,

where 1 denotes the characteristic function and o > 0 measures the strength of the interaction.
Letting F = k—; denote the energy of the incoming wave and defining ko := \/2(E — Vp) € C,

the transmission and reflection amplitudes have the forms

ty = Akkoe e vk € R\ {0} (4.48)
BTk ko)2e 2hoa — (k — Jg)2e2ikoa’ ’ :

(k2 _ k8)672ika(672ik0a _ eQikoa)
k + k 2672ik0a —(k -k 2e2ik0a’
(k + ko 0

vk € R\{0}. (4.49)

Numerical approximation for more general potentials. In the case of more general
potentials, there is no analytic expression for the amplitudes rp and ¢, however, we can
compute them numerically.

We assume that the potential V' rapidly decreases at infinity, and choose a sufficiently large
a such that we can approximate V' by 0 on R\[—a,a]. Let us shortly summarize the classical
procedure to calculate the reflection and transmission amplitudes.

We look for generalized eigenfunctions 5 of the Hamiltonian —%A + V associated to the
eigenvalue £ = k—; Thanks to our approximation, these eigenfunctions are combinations of
ikx and efik:v

the free waves e outside the interval [—a,a]. For k > 0 we look for solutions

satisfying

(4.50)

etk(@ta) 4 p e=ik(@ta) for o < —q,
¢k(x) = { ik(z—a)

tre for = > a.
In order to find the values of t; and rx, one must solve the stationary Schrodinger equation

associated with transparent boundary conditions in the interval [—a, a]
—5Ui(a) + Vi = B,z € [~a,al,
Y (—a) + ik (—a) = 2ik, (4.51)
v (a) — ik (a) = 0.
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Transparent boundary conditions express the fact that the wave function as well as its deriv-
ative are continuous at +a. Using the continuity of the wave function and of its derivative
at © = =a, it can be checked that the boundary conditions in (4.51) are indeed satisfied if
and only if conditions (4.50) are satisfied for some r;, and ¢;. The reflection and transmission
amplitudes are then given by

tp 1= Ibk(a) , T = wk(—a) -1, Vk>O0. (4.52)

For a wave coming from the right, i.e. k¥ < 0, the procedure is analogous.

5. NUMERICAL ASYMPTOTIC RESOLUTION OF THE TWO-BODY SCHRODINGER SYSTEM

In this section we use the approximations introduced in Sections 3 and 4 in order to
efficiently resolve the two-body Schrédinger equation (1.1)-(2.2) in the regime ¢ < 1. The
final aim is to quantify and study numerically the decoherence effect induced on the heavy
particle by the interaction with the light one.

5.1. Model and initial data. According to Theorem 4, for small values of £ we can replace
the resolution of the two-body Schrédinger equation (1.1)-(2.2) or, equivalently, of equation
(3.13) for density operators, by the resolution of system (3.20) for the reduced density op-
erator of the heavy particle. Rephrasing the latter as an equation for the integral kernel
pMa(t, X, X" of the operator p™+%(t), one gets

i O™ (t, X, X') = (Ax — Ax)pMet, X, X)), VY(X,X')€eR?, VteR"

1
oM
M0, X, XT) = py! (X, X') I (X, X),

(5.53)
where the collision function I, is given by formulas (4.32), (4.33), (4.34), and p}! (X, X') is
the integral kernel of the operator pgﬂ , which represents the state of the heavy particle before
the collision. We set

po! (X, X') = p(X) p(X), (5.54)
where
P(X) == N (p—(X) + ¢+(X)) (5.55)
with
1 _xEXQ)?
pr(X) = ——r——e ‘u TP (5.56)

(2m)1/4  Jon
x2 3
52 2 .2
N = V2 (1 te *n e_ngpH> . (5.57)
The parameters X, pg and og are positive.
Then, the integral kernel (5.54) can be rewritten as
P! (0.X, X") = N [p_ (X) + ¢4 (X)] [p—(X7) + 1 (X)]

= N2 |- (X)o—(X) + - (X)p1 (X)) + 91 (X)p- (X) + 04 (X (X)| . (5.58)
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FIGURE 1. Left: Probability density associated to the initial state of the heavy particle.
Right: Probability density associated to the state of the heavy particle in the case of no

interaction, at the time of maximal overlap of the two bumps

The two terms ¢4 (X)p4(X’) are called diagonal, while the two terms ¢4 (X)p+(X') are

called antidiagonal. In fact, in view of definition (5.56) the products ¢ (X )es (X’) rapidly
decay outside of a diagonal region {|X — X'| ~ o}, while the products ¢+ (X)p+(X') are
essentially supported in the region {|X + X'| ~ oy }.

Physically, the density matrix “before the collision” pg/f or, equivalently, the initial wave
function (5.55), describes a state consisting of a quantum superposition of two localized bumps
centred respectively at +£X, and moving against each other with relative speed 2py /M, as
illustrated in the left plot of Figure 1. If no light particle or, more generally, no interaction
is present, then one should use p}! (X, X’) as initial data in (5.53). Thus, at time M Xo/py
the non-diagonal terms in (5.58) give rise to an interference pattern, shown in the right plot
of Figure 1. The emergence of interference is due to the non-diagonal terms in (5.58). On
the other hand, due to the collision, the initial data in (5.53) is is replaced by pp"*(X, X') =
L(X, X")pd (X, X’). We will show in Section 5.3 that the presence of the factor I, dampens
the interference.

5.2. Numerical domain and discretization. Here we give some brief explanation about
the numerical resolution of equation (5.53).

First, we truncate the spatial domain R? to a bounded simulation domain Q3 := (—H, H) x
(—H, H) and impose boundary conditions on 0Qx. To simplify computations, we choose
homogeneous Neumann boundary conditions, which prescribe that the particle is reflected at
the boundaries. However, if the domain is sufficiently large, the presence of the boundaries
has negligible influence on the dynamics of the heavy particle.

Second, we discretize equation (5.53). For the discretization in time we employ the
Peaceman-Rachford scheme which is unconditionally stable and second-order accurate. Let
us explain in more detail the steps in the scheme. We start by discretizing the time interval
[0, 7] and the simulation domain of the heavy particle Qx = (—H, H). Let us introduce the
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time and space steps
T 2H
At = — hy = —— ith L
L>0, X J—1>0’ wi ,J €N

and define the homogeneous discretization t; := IAt, X; = —H + (j — 1)hx, so that
O=tg<--- < <<ty =T, —-H=X;4 S"'SX]‘S"'SXJ:H-
Then, defining the operators A, B : H C L*(Qx) — L?(2x)

1 1
A= —WAX7 B = mAX/7 H .= {(b S H2(QX) / 3n¢ = 07 on 8QX }7

where 0,, denotes the outward normal to the boundary 9€)x, the Peaceman-Rachford scheme
for the system (5.53) writes

At At At At

P = (ild— 7A)—l(ﬂd+ - B)(ild— 7B)—l(i]d+ 7A)pl, 1=0,---,L—1, (5.59)
where p! (resp. pij) denotes the approximation of p™%(#;) (resp. p*%(t;, X;, X;)). Notice that
(5.59) is a sequence of Euler-explicit, Crank-Nicolson and Euler-implicit steps. Equivalently,

one performs a sequential resolution of two 1D systems
At At At
(ild — 73);#1/2 = (ild + 7A)pl o (ild— =
Finally, we discretize the operators A and B in space via a standard second-order centered

method.
The parameters employed in the simulations are summarized in Table 1.

At

2« H 2% 107! J 201
T 1.92 x 1072 L 120 %20 + 1
h 1 PH 3.4x M
M 100 p | 1.25;2.5; 3.5 % 10?
om,o | 1072,2% 1072 || Xo,2; | 5%1072,2% 107"
« 0,--,40 % 102

TABLE 1. Parameters used in the numerical simulations.

Let us briefly explain the reasons why the present numerical method is faster than the one
previously employed in [4].
First, thanks to Theorem 4 all information on the interaction is embodied in the collision
operator Z, and is present in problem(5.53) through the initial condition only. Therefore, one
can get rid of any variable related to the light particle and thus of the fast time scale. The
initial multi-scale problem then reduces to a one-scale problem, allowing a considerable gain
in efficiency as compared to the method employed in [4].
Second, the scheme is an alternating-direction implicit (ADI) one, i.e. the actions of the
two operators A and B, acting respectively on the variable X and X’, are separated, so that,
compared to a direct resolution of (5.53) via Crank-Nicolson method, the computational costs
are drastically reduced.
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5.3. Numerical results and interpretation. Here we present some numerical results ob-
tained via the resolution method of the evolution equation (5.53) introduced in the previous
section. We give a detailed analysis for the case of a Dirac’s delta interaction potential, and
then stress the main analogies with the cases of a potential barrier and of a Gaussian poten-
tial. Finally, we sketch the case with multiple light particles. For any choice of the interaction
potential V', the reflection and transmission amplitudes are computed as detailed in Section
4 and the corresponding collision function I, is calculated numerically by formulas (4.32),
(4.33), (4.34).

5.3.1. Dirac’s delta potential. Here we consider the case V(z) = adp(z), with o € RT.

The left plot in Figure 2 shows the quantity |p}! (X, X’)| (i.e. the state of the heavy particle

before the collision with the light one). Notice that the non-trivial values of p)! (X, X’) are
concentrated in four bumps. In accordance with the terminology introduced in Section 5.1,
the two bumps located around the diagonal X = X’ are called diagonal while the two others,
located around the set X = —X' are called antidiagonal. The diagonal bumps give the
probability density associated to the state of the heavy particle, while the antidiagonal bumps
are responsible for the interference. Diagonal and antidiagonal bumps share the same shape
and the same size.
The right plot in Figure 2 displays [p™%(0, X, X")| = |1, (X, X")p}! (X, X")| (i.e. the state of
the heavy particle immediately after the collision) in the test case a = 103. It is easily seen
that, as an effect of the collision with the light particle, the antidiagonal bumps are damped,
thus providing the expected attenuation of the interference.

M 3
g1, =10 p"2(0)], a=10°

0.1 -0.05 0 0.05
X

FIGURE 2. Test case: Dirac potential with o = 10®. Left: Plot of [pd? (X, X")| before the
collision; Right: Plot of [p*%(0, X, X”)| immediately after the collision.

Figure 3 is devoted to the collision function I,. In the left plot we show |1, (X, X’)|
corresponding to the right plot of Figure 2, while in the right plot of Figure 3 we give
|1, (X, —X)| for different values of a. One can observe that, as the strength of the potential
varies, the band width of |1, (X, —X)| remains unchanged; on the other hand, notice that the
more the potential is intense, the more the quantity |I, (X, —X)| is reduced for large values
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of X. It is precisely this reduction which causes the damping of the antidiagonal bumps in
Figure 2.

IL,XX), a=10°

0.9r

0.8

0.71

0.6-

0.5

1L (X=X)1

0.4r

0.3r

R e S L. TS

0.1r

-0. 0 L . L
-0.1 -0.05 [¢] 0.05 -0.1 -0.08 -0.06 -0.04 -0.02 0 0.02 0.04 0.06 008 0.1
X X

FIGURE 3. Left: Plot of |I,(X, X')| for a = 10°. Right: Plot of |I, (X, —X)| for several

values of a.

In order to examine how the decoherence effect varies with the momentum of the light
particle, in Figure 4 we plot |I,(0.05, —0.05)| for several values of « and three different mo-
menta p of the light particle. We observe that the larger the momentum is, the smaller the
decoherence effect on the heavy particle is. This can be explained by the fact that most of
the light particle is transmitted when its momentum is large.

Decoherence effect
T T

1

: :
0\
. = = = p=-3510°
0.97\\v ——— p=-2.5*10%[]
\ 2
—— p=-15"10
osF |\ P ol
\
\
0.7 .
_ \
g osr \
< \
g 05r \
S \
=< 04r \
AY
A}
03r Y

0.2 ~

0.1 S~

0 . . . . N T
0 20 40 60 80 100 120 140 160 180 200

a/10

FIGURE 4. The quantity |1,,(0.05, —0.05)| as a function of « for three different values of

the momentum of the light particle.

Finally, in Figure 5 we display the probability density p:%(t,, X, X) associated to the state
of the heavy particle at the time ¢, = XoM /pg of maximal overlap of the two diagonal bumps.
The left plot in Figure 5 corresponds to a collision with a light particle arriving from the right
with mean momentum p = —2.5 % 102, for several potential strengths a. One sees that the
probability density associated to the state of the heavy particle splits into a component that
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exhibits complete interference and a bump that travels with mean momentum pg + p > py
towards the right without experiencing interference. We refer to the component that displays
interference as the coherent part, while the component in which interference is absent is
referred to as the decoherent part.
In the right plot, the light particle has momentum p = 0 and is located at the centre x; = 0.
The interference pattern exhibits a clear decoherence effect. In particular, notice that inside
the pattern there are no points with zero probability. The corresponding plot is similar to the
ones exhibited in [4] through a direct use of the Joos-Zeh formula. In fact, this plot too can
be understood as the simultaneous presence of a coherent and of a decoherent part, except
that here, since the momentum of the decoherent part is zero, the two components share the
same support.

A theoretical explanation of the appearance of the decoherent bumps is given is Section
5.4.

Decoherence effect, p= -2.5+10° Decoherence effect, p=0

T T 60 T T
- = =q=10° = = =a=10

0a=2*10
a=3*10 4

60

50 " 4 50

40+

M2 )]
w
o

20

101 101

*%,1 -0.08 -0.06 -0.04 *O,‘OZ 6 0,62 0.64 0.66 0.08 0.1 *%,1 -0.08 -0.06 -0.04 *O,‘OZ 6 0,62 0.04 006 0.08 0.1
X X

FIGURE 5. Attenuation of the interference pattern of the heavy particle, in the case that

the light particle comes from the left with p = 2.5 10 (left Fig.) resp. p = 0 (right Fig.)

5.3.2. Potential barrier and Gaussian potential. For the potential barrier

V(@) = Voliaa, Vo= % aeRY, ae[1074,1072, (5.60)

as well as for the Gaussian potential

2

V(r) = Voe 307, Vp= ;‘ . acRT, oel10741072, (5.61)
Yiyea

we carried out computations and simulations following the line of Section 5.3.1.

For the former case, reflection and transmission amplitudes are given by formulas (4.48)-
(4.49). For the latter case, we followed the computation of the reflection and transmission
amplitudes as defined by the procedure detailed in (4.51)-(4.52).

In both cases, the normalization constants V have been chosen in order to guarantee that

/R Vi) ds = a,
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so that the effects put in evidence in this section can be compared with the effects carried
out by the Dirac’s delta potential a dp.

As far as scattering is concerned, the only consequence of the interaction potential is the
values of the reflection and transmission amplitudes. Thus, we just compare 7, ¢ and I
for the Dirac’s delta, the potential barrier (5.60) and the Gaussian potential (5.61). The
results are illustrated in Figures 6 and 7 for fixed potential strength o = 5 % 10?2, momentum
p = —2.5%10% and several choices of a and 0. As expected, we found that the results obtained
for the potential barrier as a — 0, as well as those obtained for the Gaussian potential as
o — 0, approach those obtained using the Dirac’s delta potential.

1

0.9
B 0.8
= = = Dirac
Barr, a=8*10"> o7
Barr, a=5*10"2 06f
Barr, a=10"° ~
Barr, a=10"* =05
0.4
= = = Dirac
03r Gauss, 0=8*10"3 1
02k Gauss, 0=5+10"° 4
Gauss, 0=10"
01r Gauss, 0=10"* ]
0 ; ; ; ; 0 s ; ; ; ;
-400 -300 -200 -100 E 100 200 300 400 -400 -300 -200 -100 E 100 200 300 400

FIGURE 6. Comparison of the reflection amplitudes |1";c|2 corresponding to three different
interaction potentials, with fixed potential strength a@ = 5 % 10? and various a and o values.

Left: Dirac’s delta and potential barrier. Right: Dirac’s delta and Gaussian potential.
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FIGURE 7. Comparison of the collision function I, (X, —X) corresponding to three dif-
ferent interaction potentials, with fixed potential strength a = 5 % 10? and various a and o
values. Left: Left: Dirac’s delta and potential barrier. Right: Dirac’s delta and Gaussian

potential.
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5.3.3. Sewveral light particles. We suppose that many light particles are injected one-by-one
into the computation domain, in such a way that the heavy particle undergoes a finite sequence
of collisions at times ¢, := 4k At. At any collision, the state of the light particle is supposed
to be the same, i.e., the k.th colliding light particle lies in the state represented by the wave
function Uy(ty —e~7)x. Through any time interval (¢, tx+1) between two collisions, the heavy
particle evolves freely. The state of the heavy particle after each collision p(t;) is then related
to the state before collision p(t, ) by

p(t]) = Iylp(ty)]-

On the left plot of Figure 8 we show the probability density p¢(t*, X, X) associated to
the state of the heavy particle at the time of maximal overlap. The plot refers to the case
of a Dirac’s delta potential with strength o = 10, momentum of the light particle p = 0
and N = 1,2,3 collisions. As expected, multiple collisions enforce the destruction of the
interference pattern.

If one is interested in the limit of infinite incoming light particles, then a significant re-
scaling of the potential should be «/ VN with fixed a: with this scaling, the decoherence
effect should remain of order one (see the right plot in Figure 8). A detailed mathematical
study of this effect in the case N — oo will be treated in a subsequent paper.

Decoherence effect, a=10, p=0 Decoherence effect, a=10/N"2, p=0
T T T 60 T T T T

60

T T T T T
= = =1 collision = = =N=1 collision
2 collisions = N=2 collisions

3 collisions = = = N=3 collisions
50 n gl 50 gl

40 40

30F

13 X))
12t X)|
8

20 20

10 10+

0 L L L 0 L L L L L L
-0.1 -0.08 -0.06 -0.04 -0.02 0 002 004 006 008 01 -0.1 -0.08 -0.06 -0.04 -0.02 0 002 004 006 008 01
X X

FIGURE 8. Attenuation of the interference pattern of the heavy particle in the case of
several collisions. Test case: Dirac’s delta potential, p = 0. Left: Fixed a = 10 and several
collisions N = 1,2,3. Right: N =1,2,3 with a = 10/v N.

5.4. Theoretical explanation. Here we propose a theoretical explanation for the plots in
Figure 5, described in Subsection 5.3.1 as the decomposition of the probability density asso-
ciated to the heavy particle into a coherent and a decoherent part.

To this purpose, we first assume op > 1, which means that the light particle must travel
fast enough; as proven in Proposition 6, this assumption makes the function I'y, defined in
(4.34), negligible. Besides, owing to this hypothesis, the normalization constant N defined in
(5.57) can be approximated by one.
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o || dlrel?
Second, we suppose H -

< 0, so that the variation of the reflection amplitude is slow,
o

and 7y can be always considered as equal to 7.
By these assumptions one easily gets
/N2
LX) 1= OP(X = X') = 1= [yl o [y X X055
where Og7) was defined in (4.43).
Now, the main assumption states that the following ordering holds between the spatial
scales involved in the collision:
og < o < Xy. (5.62)
The physical meaning of (5.62) is transparent: if ¢ < Xy, then the incoming light particle
can distinguish the two bumps of the heavy particle from each other; furthermore, if oy < o,
then any bump of the heavy particle approximately acts on the light particle as a pointwise
scattering centre.
From Table 1 one has that this condition is satisfied if one replaces the symbol “<” by “<”;
this fact suggests that the following explanation can hold also under more relaxed hypotheses.
Thanks to (5.62), referring to the initial density matrix as expressed in (5.58), the two

diagonal terms ¢ (X)ps(X’) are essentially supported in the region |X — X'| < o, while

the non-diagonal terms ¢4 (X)p=(X’) are essentially supported in the region | X + X'| < o.
Therefore, we can further approximate I, in the two regions {|X — X'| < o} and {|X —X'| >

o} by

1

(XX~ {1—|rp|2 if | X—X'|>o0,

1 — |rpl? + |rp 22X =X if |X — X'| < 0.
so that, using also N = 1, one obtains p"%(0, X, X') ~ p"*(0, X, X'), where

2 -
P00, X, X7) = |t 0y (X, X) + %BZ”’XQD(X)GZPX/@ (X) (5.63)

2
T ; T v e a——
e NG R ]

Thus, the approximated initial state p:*(0) can be understood as the statistical mizing of
three pure states:
e the initial pure state p* (0) with weight [¢,|?;

e the pure state represented by the wave function e

¢_ with weight 3|r,|%;

e the pure state represented by the wave function e® . with weight %|’I“p|2.
We remark that the wave functions e?” . show the same spatial localization as ¢, re-
spectively, but their momentum has increased by 2p. Therefore, the wave function e p_
(2P, ) describes the heavy particle localized on the left (right) and accelerated by the
reflection of the light one.

We are now ready to interpret Figure 5. Let us evolve pM:* according to the free dynamics
(5.53). At the time t* of maximal overlap of the two initial bumps, the first pure state on the
r.h.s. of (5.63) shows the expected interference fringes as in Figure 1, but such fringes are
2

damped by the factor |t,|°. This explains the fringes in the picture on the left of Figure 5.

We remark in particular that all the oscillations reach the zero value, as it occurs when the
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heavy particle lies in a pure state. At the same time, the pure states corresponding to the
second and third terms in (5.63) are also overlapping, since they are both accelerated by the
same quantity. But, since the r.h.s. of (5.63) is a statistical mixture, the two bumps will
superpose classically, without giving rise to interference fringes. This explains the bump on
the right side of the left diagram in Figure 5.

In the picture on the right of Figure 5, this interpretation can still hold, but since in that
case p = 0, the interference fringes of the first state are also superposed with the two bumps
created by the second and third states of the mixing, so the decomposition (5.63) is not so
clearly readable.

The content of the present subsection can be made rigorous by proving that the approxima-
tion (5.63) holds in the trace-class norm. This is indeed the case since we have the following
result:

Theorem 7. Let the initial state ¢ of the heavy particle have the form stipulated in (5.55)-
(5.57), and let the incoming state x of the light particle be chosen as in (4.41). Define the
density matriz pM2(0) as in (3.20), and let p™*(0) denote the density matriz with integral
kernel having the form(5.63).

Then, the following estimate holds:

dlry|?
dk

—o2p2 1
1p*2(0) — pMb(0)|| 1 < C (e ik~

on 2x2 ,L(E
+—+e 2 +e ¥u|. (5.64)
g

Remark 5.1. As an immediate consequence, if

d|ry|?
dk

1
og Ko K X, <o, and — <p,
o

o0

then the difference between p:® and pt is small.
The proof of Theorem 7 is given in Section 6.3.

Remark 5.2 (Entanglement between the two particles). Under the same hypotheses of The-
orem 7, one can work out a simpler expression for the initial two-particle wave function than
the one given in Theorem 2. First, the assumption H%Hoo < o gives

Sx ~ Saprz—: = tp Xe +7Tp Roxe,
where x. = U(—¢77)x, and the reflection operator Ry is defined by Rox:(z) := xe(—z) (its
action is invariant under Fourier transformation). Second, by translational invariance

SX@pre =tpXet+ Ty Oax Roxe, (5'65)

where 0o xu = u(- — 2X). Thus, after some computations (that can be performed more easily
in the Fourier space), one can replace the initial condition of the limit equation (3.7) by

r . .
PR S xe i ® STy, mt, o ® e + —=e?PXp_ ® (e72PX00_yx, Rox:)

V2

r . .
+ Le?PX o @ (e*PX00x, Rox:). (5.66)

V2
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The new phase factors come from the approximation of fyx by 02x, or 0_sx,. Remark that
the phase factor on the light particle is constant and thus not important; on the contrary, the
phase factor on the heavy particle means that it is accelerated by 2p. The two-body wave
function in (5.66) represents an entangled state: the light particle is transmitted when the
heavy particle remains in its initial state, it is reflected from — Xy when the heavy particle
is located at —Xj (and accelerated) and so on. Since the three states of the light particle
that appear in the previous approximation are almost orthogonal under the assumptions
of Theorem 7, the associated density matrix for the heavy particle turns out to be well
approximated by (5.63).

6. PROOFS

The present section contains the proofs of the approximation theorems presented in Section
3. In particular, Section 6.1 deals with Theorem 2 and section 6.2 with Theorem 4.

6.1. Proof of Theorem 2. We preliminarily warn the reader that part of this section is
devoted to the proof of results that are analogous to those contained in Theorem 1 in [2].
We include this section anyway, both for the sake of completeness and because the results we
need are slightly different from the one in [2]. All proofs presented here are new.

The reduced variables and a useful lemma. Let us first introduce the centre of mass R
and the relative position r of the two-body problem. We define

X
R:= —|—€x’ r=x— X,
1+e¢
or, equivalently,
X=R--2 s=R+-__.
1+¢ 1+¢

The new variables naturally induce a unitary transformation on L?(R?), given by

o ex r 1 . Xtex
o) = v (R- TR ) ) = o (e x).

The previous definition can be extended to the case ¢ = 0. The following lemma compares

Teop and To.

Lemma 8. For any ¢ € L*(R??) s.t. (x—X) - (Vx + V)¢ € L2(R?*), we have the following
estimate

[7cp = Tovllz < ez = X) - (Vx + V)il < ellr- VRToyl2-

Proof. Denoting ¢ = Tyt and

) 1
o(k,r) =
(27)

d/ e *Ry(R,r)dR
2 JRd
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one has
ITew = Towl3 < 17756 — 113
2
er
_ _ _ dRd
/]R?d gb(R 1+€,r> ¢(R,r)| dRdr
ik 2 4 2
— [ et - 1‘ bk, )2 dkdr
R2d

< &r- Vaols,

and we get the claimed inequality using that Vg ¢(R,7) = (Vx + Vo) (R, R+ 7). O

Moreover, Tg has the following property
TS =197, (6.67)

which is a consequence of the definition of S (see Definition 1). In that definition the action
of S includes the scattering of the light particle by a potential centred at the location of
the heavy particle, while in the reduced variables, the scattering takes place in the relative
position variable. We will also use the following elementary identity, which may be proved
directly.

Lemma 9. For all j=1,...,d, any T € R and any x € L*(R?) such that |z|x € L*(R?)
ijo(T)X = UO(T) [iTan‘i‘ij]- (6.68)
This implies in particular that

HzlUo(r)xllz < V2l 1z[xll2 + 7lVx]l2]. (6.69)

Step 1. Rewriting the problem in reduced variables. Let 1. be the solution to (1.1),
(2.2) with M = 1. Denoting

Ve 1= Teape, P = T, (6.70)

one has that 1;5 and {Eg are respectively solutions to

iaﬂze = _2(1—1+E)AR7;€ + % (_%ATTZE + V(T) is)a

(6.71)
P°(0) = Ty = T [1® Up(—e 7)1,
and N N N
i?ﬂﬁ? = _2(1—I+€)AR7;Z)€ - IQ_J?ATTJZ)? (6.72)
P2(0) = TeSep = Tl @ U(—£)]SY,

where 1) := p®y. Notice that in problem (6.71) the variables R and r are decoupled, therefore
we can express the solution in terms of semigroups acting separately on R and r, i.e.

Ge(t) = |Uo (=) @ Oy (H21) | T[T Ug(—e)] e (6.73)
0 3

[UO (#) ® Uy (M)} T[1® Ug(—)] S (6.74)
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In order to estimate the distance between 1.(t) and ¥Z(t) we introduce two intermediate
terms % (t) and ¥<(t), defined as follows

9bt) = [Uo () @ Uy (L2 To[1 @ Uo(—=)]w (6.75)
YE(t) = [Uo <1%€) ® Uy ((H:)t)] To[1 @ Up(— )] Se. (6.76)

Then,
I (8) = 2 (Oll2 < 19 (8) = D2 |2 + 192(E) = PE@) |2 + 19E(E) = P2 (D)), (6.77)

A control of Jg(t) - 122 (t) may be obtained thanks to Lemmas 8 and 9, and the same lemmas
together with the hypothesis (H3) allows us to control {Eg(t) - {Eg(t) This will be explained
in Step 2. To control the term Jg(t) - {/;g(t), we will use the commutation properties of S.
We explain in Step 3 how it leads to the term involving C; in the estimate (3.8).

Step 2. The approximation of infinitely massive particle. In fact, the replacement of
T: by 7o is equivalent to the approximation that the massive particle has an infinite mass,
so that it does not move during the evolution of the light one. Using Definition 6.75, the
unitarity of Uy and Uy, and Lemma 8 we get

1= () = 92(0)ll2 = (T = To)[L ® Uo(—&")]4l|2
<ell(z = X) - (Vx + Va) I @ Up (=72
<el(z = X)- (Ve @ Us(=e™")x + ¢ @ Uo(=e"")VX)ll2,
e M () — 2Dz < IVelall | - [To(="")xllz2 + |1X - Vool
+ 2 - Uo(=e77)Vixll2 + I X ll2[Vxll2,

where we used the fact that Uy commutes with derivatives and that ||¢|l2 = ||x||2 = 1. Using
Lemma 9, one can get rid of the propagators Up(—e~7) in the previous estimate, namely

e () =20l < V2IVela(lll - Ixllz + eV xll2) + X - Veolla
+V2(llz - Vxll2 + e [Ax2) + Il - [ell2[Vxll2,
so that eventually
e () =02 (#)[l2 < Kye + Koe' ™7, (6.78)
with K= V2([Velallzlxllz + 1z - Vxll2) + | X[ell2[[Vxll2 + X - Vel 2,
Ky := V2(IIVel2 Vxll2- + [Ax]2)

Similarly, from Definitions (6.74) and (6.76) one gets
19E(t) = G2z = (T2 = To) [T ® Up(—")Sl2
<ellr- [ Us(=e")][l® SIVRToy|l2,

where we have used that Uy commutes with translation, the relation (6.67), and the fact that
V r commutes with I® .S and I® Uy(7). Applying Lemma 9 (integrated on R) to the function
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¢ =1 Up(—eM|[I ® S]VrTov, we get
27 2)198(8) = 2 (1)ll2 S ellr - L@ S)To(Vx + Va)tllz + ' 77|V [L @ SITo(Vx + Vo) ll2,

where in the last line we used that ¢y = ¢ ® x. In order to bound the second term in the r.h.s
we can use the conservation of the kinetic energy under the action of S and get

Ve[l STTo(Vx + Va)dll2 = [ToVa(Vx + Va)tl2
< [IVell2Vxll2 + [ Ax2-

Using the regularity assumption (H3) on the scattering operator to bound the first term of
the r.h.s. we get

lr- L& SITo(Vx + Va)dll2 < [[Ir[To(Vx + Va)ll2 + Csl To(Vx + Va)¥ll 2 ()
<|llz = X[(Vx + V)2 + Cs(||l/)\|L§((H;+1) +IVxllz )
< [IVell2lllzlxll2 + 1 1XIVell2 + ([ [z[Vxllz + [ X]ell2] VX2
+ Cs ([IVellallxllers + lIxlls+1),

where we used the fact that g = ¢ ® x is factorized. Putting all together, we get
[E() =2 ()2 < Kze + Kae' 7, (6.79)
with 272Ky == || Vollz[[[zlxll2 + | 1XVell2 + | [2Vx]l2 + 1 X 2] Vxll2

+ Cs(IIVell2lixllas + [1x ] ms+1),
272Ky = |Vl + [ Ax]-

Step 3. The approximation of a fast scattering. Now we estimate ||[¢(t) — ¢<()].
Starting from Definitions (6.75) and (6.76), using the fact that 7y commutes with I ® Uy(t)
and the relation (6.67), we obtain

90) = U () @ Uv (2] 1@ U~ o
[UO (1+€> ® U <(1+€) - 84/)] [T® S(r, )] To
and 3(1) = [U () © U (22 )] 1@ 8750

(1+e)t
€

where we introduced 7 =&~ 7 and 7 = — ¢~ 7. Using the unitarity of Uy, we get

192(t) = G(D)l2 = I [S(r,7') = S| To¥ll2
= [lelS(r,7') = SIx(- = X)ll2. (6.80)

Conclusion. Putting together (6.77), (6.78), (6.79), and (6.80) the proof is complete.
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6.2. Proof of Theorem 4. We preliminarily recall that the initial density operator p (0) of
the heavy particle (see (3.13)) is a compact, positive, self-adjoint operator whose trace equals
one. Thus by the spectral theorem there exists a sequence 0 < A; < 1, Zj Aj =1, and a
complete orthonormal set |p;) € L?(R?) such that

) = ZM%‘H%!- (6.81)

Estimate of the difference of the two-body density operators p.(t) and pZ(t). We
recall from Section 3 that the two-body density operator p. is the solution to the operator
equation

i0ipe(t) = [He, pe(t)]

with initial data

pe(0) = pM(0) @ |U(— " )XNU (- ZA |7.2(0)) (15 (0)],

195.£(0)) := lj) [Uo(e™7)x),

where we applied the decomposition in(6.81). Therefore,

ZA %56 (£)) (5.2 (E)];

where ;. (t) is the solution to eq. (1.1) with initial data v, .(0).
Analogously, the two-body density operator p¢ is the solution to

i0ip2(t) = [HI, p2(t)],
with initial data

p2(0) = 8. [p™(0) @ [x)(x]] Sz = ZM%E Y2 (0)],

|15:(0)) == l;)|Uo(e™ ”)SXX%
where we applied decomposition (6.81). Then,

= D NN,

where 17 _(t) is the solution to eq. (1.1) with initial data ¢§_(0).
Let us estimate the distance between p.(t) and p?. We get

lo=(2) — pe(t Hu<ZAH\¢ja )i = 15O 21
< 22 N[5 (8) = e ()]

where we have used the fact that for any (1, in L?(R??) with |||z = [|Gl2 =1

Tr||C) (Gl = [€2)(Gl| < 20161 — Gl
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It remains to sum up the error bounds given by Theorem 2. One gets

%Ilpe(t) =Dl < ZAJIIB_“HE|901>|Uo(—6_7)x> — UL (t)l¢)|Uo(—e~)S¥ x|

< 2v2[|Axll2e" 7 + V2Cse] x| a1

YA [Cu <% t—e7, 6’”) + Co e+ C3 67|, (6.82)
j

where
Cri(r,7) = |lw; [S(r 1) = 8] x(- = X)||,, (6.83)
Coy = 2V2(IVejllall lzlxll2 + 1X 51l Vxll2 + X Veillz + || 2] Vx]l2)
+ Cs[[Vojliallxll e ,(6.84)
Caj = 2V2|[Ve;ll2 V2. (6.85)

Summing up in all constants with respect to j and using Cauchy-Schwarz inequality leads to
the error bounds given by Theorem 2. For instance,

D oACL(T) = Y A lles [$F () =S¥«
7 7

2

IN

S| | XNl [ ) =S¥l

NI

= | Tr Z)‘j‘%’ (5% (r, ") =S¥ X) (s [S¥ (7, 7') = S¥] «]

= 2" ©O)I[S(r, ) — SIx(- ~ X)N[S(r,7) — S~ X)| 2,

and analogously

D NIX Vil < | DN > NlIXIVesli3
' j j

J
< [Te(1X13vp™ (0)iv|X) | 7.

The others terms may be handled analogously. Due to (3.17) the same estimate as (6.82)
holds for [|p — p2||z1. It only remains to recall that p2® = Uy(t)p™ (0)Uo(—t) is indeed

independent of e.

The dynamics of the density operator py “, From the fact that p? is the solution to
10 p% = [H&f,pg], using the notation #(c) := ££¢, we get

pe(t) = [Un(t) @ Un(t(e))]p2 (0)[Uo(—t) @ Up(—t(e))].
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Choosing a basis (x;)ien of L2(R?) one gets by definition of the partial trace

p2(t) = D (Un(t(e))xilpl () |Uo(E(e))xa)

7

= Z(Uo(f(ﬁ))Xi\[Uo(t) ® U (t(e))]p2(0)[Uo (1) @ Un(—t(£))]|Uo (t(e))xi)

i

= 3" (allUo(t) ® Do ()T () © Txa)

1

= () [ 2 il 0) )| Uo (1)

i

= Uo(t)p2"*(0)Up(—1).

This implies that pé\/l " is a solution to the free transport equation. Then, it remains to identify
the initial condition. One finds

p2(0) == [I® Up(—=~")]Sp™ (0) @ |x) (xS*[L ® Up(+£ 7)),
pM(0) = Te[S (0™ (0) @ [x) (x])S]
= Tr[p™(0) @ [5¥x) (5 x ]

In terms of kernels, the last identity can be expressed as

pMe(0, X, X') = pM (0, X, X')(S¥x|S¥'x) = pM (0, X, X") (X, X).

6.3. Proof of Theorem 7. First, we can cut the error into three parts

100, X, X") = pM2(0, X, X") |2, < (T (X) — i3 (X)) p™ (0, X, X)llz,
+(OFF(X = X') = 0, (X = X))p™ (0, X, X)llz,
+ (1 - 057X — X))p™ (0, X, X") — pM*(0, X, X') .,
<)+ (I)+(I1I).

The terms (I) and (1) are easily estimated using Proposition 6. We get

(I) < 272" and (II) <

(6.86)

d|ri|?
dk

2
o .
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It remains to estimate (I11). Denoting g+ (X) := *PX . (X), we may separate (I11) into

; n_ (X=x')? 2 _— _—
(IT1) = |[[ry e =)= pM (0, X, X') = %[@L(X)@(X')—§5+<X>§5+<X'>}
Ly
N2 -1 ) (X=X))?
< 20 o o058 (o () o (X)) (2 () + o (XT)
Ly
2 || - — _(x=x')?

+ 12 o o (1- 55

2 Cs

2 - (x—x")?

+ 12 o o7 (1- ¢ S5

2 C.

‘%‘2 ~ = _(x=x'y? ‘%‘2 ~ = _(X=x)?

+ P+ (X)p-(X)e™ 22 + [P~ (X))@ (XN)e 22

2 L1 2 Ly

=(IIT.a) + (II1.b) + (III.c) + (IT1.d) + (II1.¢).
_ X5
To estimate (I11.a), we use |1 — N~2| < e *# , and notice that
X ) (X=X")? 2
P (o (X) + - (O (e (XN + o- ()| =5
Ly
Indeed, by the identity
_x=x? 2 _x=N? (xN?
e 22 = V2 2 e o2 d\ (6.87)

= — [ e
Vo Jr
one immediately has

B (X7X’)2

XX (o (X) + 0 (X)) (o (X + o (X))
2 [ (e
Vo Jr

Therefore the operator to be estimated is positive and its trace norm can be computed by

(x'—x)?

<¢+<X>+¢<X>>) (X > <¢+<X'>+¢<X'>>) ax.

integrating the integral kernel on the diagonal X = X', which obtains % Summarizing, one

obtains

(IIl.a) < e *&. (6.88)

Let us estimate (I11.b). Denoting (X, X') :=e™ 207 ¢, (X)p4+(X’), one has

r 2
(1) = 20 | 5, ()30 - 3, X)

Ly

Proceeding as was done for (I11.a), we see that 7 is a positive operator with trace one. To go
on, we follow Remark 1.4 in [24]. Setting A(X, X)) = ¢+ (X)p+(X') — (X, X'), we see that
A (seen now as an operator) can have only one positive eigenvalue, denoted A; (otherwise
there would exist a space of dimension two where A is positive, but this is impossible because

04+ (X)p+(X') is the kernel of a rank one projection). Since A has zero trace, it must be
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Tr|A| = 2A4 and ||Al|zr = 2||A]] < 2||A||z2, where L5 denotes the Hilbert-Schmidt norm and
the norm without index is the usual operator norm. This fact allows one to bound (I11.b) by

(ITL0) < Iy 154 (X)Z4(X7) = 3(X, X')

Lo

and the Hilbert-Schmidt norm can easily be computed as the L?-norm of the corresponding
2 N S _(x=x")?

L |pecoma (1- )
Lo R2

2 2
1 X ;(QX/) 7(X—X’)2 ,
So [ e P (l-e T )dXdX
yi¥ea 2
H JR

02
—1- l/ e~ (PH(X2) o= H X=X gy g7
RQ

™

integral kernel, namely

2
dx dx’

18+ (0F- ) - 7%, X

In the last line we rescaled variables as X — /205X and X' — 205 X’. Now, observe that

2 262
—ZH (X —X")2 — I (X24(X")2)
o > ¢~ SE XA+,

so the integral decouples and one obtains

2 02+202 2 2
§1—1</e— aQHXQdX> < 2L
ag

Lo Vs

18+ 073 - 5(x, x)

and finally
(IT1.h) < \/§|rp|2%H. (6.89)

The term (II1.c) may be bounded by the same quantity.
Let us focus on (/1I.d). In order to estimate it, we make use of the identity (6.87) and
obtain

2 _xen? (a2
(ray = | [ Go0oe S S5
oV2m ||Jr L1
2 Cx=n? xenio
<ol (e xS S| o
oV2m Jr L1
2 2 ’ 2
. 7(X—>\) 7(X ) _
=Bl (e, 0 93| |2 Fm)|| an
oV 21 JRr 2 2
By a direct computation,
22 _0Fx)?
e2ipX(pi(X)e—% _ g e 20%-#’7
2 /4o% + o2
so that
’7“ ’2 _(-x0)2 (A +X()? ’7“ ’2 — xg -
(IIId) S p /e 40%{+02€ 40%{-0’02 d)\:fﬁe 2‘7121[+UT_
V2 /402, + 02 /R
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Term (I/I1.e) can be estimated in the same way. Finally, putting everything together, we get
the requested bound.

7. APPENDIX

7.1. The Dirac’s delta potential in dimension one. Assume that the potential is a
Dirac’s delta with strength «, i.e. V = ady.
The operator —3A, + ady : D(Hy) C L*(R) — L*(R) is defined on the domain

D(Ho) = {¢ € H* R ) NH*(R") s.t. (07) = 9(07) and ¢'(07) — ¢/(07) = 2a9(0")}
(7.90)
by the action

(~38+ah) @) = ~50 @, a0,

and is a self-adjoint operator in L?(R).
The propagator

Ua(t) := exp [—it <_%Ax + Oc5o>}

is explicitly known ([15, 5]). In order to express it, we shall use the following operators:

1
the symmetry operator Ry = 5[)( + x(—)]

the projection on positive positions Plx = 1pt X
the projection on positive momenta P:X =F! (Ig+ X)
the translation by v 0,x = x(- — u)
where F~! denotes the inverse Fourier transform. The projection on negative positions P,
and on negative momenta P, are defined in a similar way. Remark that all these operators

on L?(R) have norm equal to 1, and that R, P,j and P, and 60, commute with the free
evolution group Up(7).

Proposition 10. Given a > 0, for any t € R\{0} the propagator U,(t) can be expressed as
+oo
Uy(t) = Up(t) — 4aR P/ </ e h_, du> Uo(t) P, R. (7.91)
0
Proof of Proposition 10. From [15, 5] we know that U,(t) is the integral operator defined by

the kernel
Un(t,z,2") := Up(t,x — 2') — a/ e~ “Uy(t,u + |z| + |2']) du, (7.92)
0

where Uy denotes the propagation kernel of the free Schrodinger equation

1 i
Uo(t,y) == \/%e?tf. (7.93)
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In order to obtain (7.91) it suffices to notice
/RUo(t,u + |z| + |2/ )x(«')dz = /RUO(t,u + |z| + |2'|) R x (") da’
= Q/RUO(t,u + |z| — 2") 1g- (") R x(2) d2’
_ 4Rhwwyévaau+m—xqﬂgnxuum#
= ARPSO_, Up(t) Py Rx(z).
and the proof is complete. O

The following proposition gives the convergence rate to the scattering operator needed in
order to obtain Corollary 3.2 from Theorem 2 and 4.

Proposition 11. If V = «adg, with a > 0, then the scattering operator S, for the Hamiltonian
—%A + V' is well defined and given by

—+00
So =1Id—4aRP; ( / e 0, du> R. (7.94)
0

The associated scattering matriz is defined as usual by the following transmission and reflec-

tion amplitudes

e il
a—ilk|’ P T a =ik

_— (7.95)

Moreover, there exists a constant Cy such that, for any x € L*(R) satisfying (-)>x € L*(R),
one has

Jisutr.7) = Salxly < Co (3lalxle + 5 ) min(r) (7.96)

The key ingredient of the proof is the stationary phase estimate (7.100), see Lemma 12,
which is proven in the next section.

Proof of Proposition 11.
Step 1. Identifying the limit. We need to study the limit of Uy(—7) U, (7 +7") Up(—7') as
7,7 — 400. Using formula (7.91) and the fact that R and Uy commute, one gets

Uo(—T) U(;(T + T/) Uo(—T/) =

+oo
Id —4a R Uy(—7) P, </ e *0_, du> Uo(t +7) P, Up(—7") R.
0

Roughly speaking, for large negative times the component of the wave function lying in the
negative half-line approximately coincides with the component of the wave function that
travels with positive speed. It seems then natural to replace, for large 7/, P, Uy(—7') by
Uo(—7")P;". Using the fact that Up(t), 6, and P;} commute with one another at any ¢, one
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obtains
Uo(=7) Ua(7 +7') Uo(—7') =
Id — 4a R Up(—7) P Up(T) Py </0+00 e “"0_, du> R+m(r, ),
with (7, 7")xll2 < 4)|[Py Uo(—=7") = Uo(—7" )P Rx||,- (7.97)

In the last estimate we used the fact that all concerned operators have norm one, and a factor
a~! comes by the integral in u. The next step consists in erasing the operator P, in the r.h.s
of (7.97). Indeed, it acts after the operator 73:, and therefore everything should move to the

left for positive times anyway. We obtain
Uo(—7)Un(T + T Uo(—=7") = Id — S., + no(7,7') + (7, 7)

+oo
with S, :=4aRP; ( / e g, du) R (7.98)
0

(7.99)

—+00
and, defined x, := a/ e M0 Ry du, |ma(r, 7 )x|2 <4 HP; Uo(T) P,j on| o
0

where in the last line, we used P;” + P, = Id. The operator S, = Id — S/, can be explicitly
written in Fourier variables. Indeed, for all y € L?, using that R commutes with the Fourier
transform F, one has

F {47279; <a /O o~ e 0_y, du> RX} (k)

2 F {a ( /0 - e—we_udu> RX] (k) = 20 /O T e E (g R (1K) du

St (k)

T (amilk])u 200 o
= 2 e F [Rx] (|k]) du = RX(|%])
0

a — k|
T(K) + XK

a — 1|k

Owing to (7.92), the scattering operator S, is given by
— a

Sax(k) o= (k) = g (R(R) + X))

—ilk| a

o — i\k!X( ) — mX(—k)a

which, in view of (4.24), provides the transmission and reflection amplitudes.

Step 2. Control of the error terms ny(7,7')x and n2(7,7')x. For the control of 7y (7, 7")x
one first observes

P, Uo(—7") = Uo(=T)YP}5 = Py Uo(—7")[P, + P — [Py + PUo(—7")P
= P, Uo(—TI)Pk_ — P UQ(—T/)P]:—,
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so that a bound on ||n; (7, 7")x||2 follows from two applications of Lemma 12, to be proven in
the next section. Thus, for any n > 2

1
[l (7, 7")xll2 < 2C2 [[{z)?x|l2 (') 7+

Next, a bound on ||n2(7, 7")x||2 follows by Lemma 12, with x,, as initial data, and by noticing
that the moments of x, are related to those of x. Precisely,

+oo +oo
1z xallz = « /o e~ x)20_ Ry du| < a/o e v H(:c—u)Q’R,Xuz du
2

+oo
< 20 [ el + 1) o

IN

2
+1
2| + -
Therefore,
_1 2| _1
I < Call)™ xalla < Co |l + 5] 7
O
7.2. A stationary phase estimate. Here we give a stationary phase lemma. It is crucial

in order to prove the convergence of the scattering operator for the Dirac’s delta potential in
dimension one, as stated in Proposition 11.

Lemma 12. There exists a constant Co such that the following estimate holds

vreRY, [P U@PIx2 < Co @) xlla 7 E. (7.100)
The same estimates are also valid for PFU(T)Py , PFU(—7)P and Py U(—7)P, , always
with positive T.

Proof of Lemma 12. We follow the classical argument used to obtain stationary phase esti-
mates. The first step consists in separating low frequencies from high ones in y. We choose a
smooth function g : R — [0, 1] such that g =1 on (—o0, 1], g = 0 on [2,4+00). We introduce a

scale 7 < 1 to be fixed more precisely later, and the associated function g,(k) := g <§> We
shall use the decomposition
X=Xi+xn WithXi=Xg; Xn=X(1-gy). (7.101)
The contribution of x; is bounded by
1Pz UDPallz < 1P xalle = e+ il < V20Xl
< V2nlxil2llsxill2 < C (@) xll2 v/, (7.102)

where we have used a Gagliardo-Nirenberg-Sobolev inequality.
The contribution of xj can be controlled by using stationary phase methods. In fact, denoting,

for some fixed 7, x7 =P, U(T)P;Xh, for any = < 0 we get
* ikx % ikx + T +
X (@) /6 X5 (k) or /6 (T)Py xn(k) ), % xn (k) o
(7.103)
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Introducing the differential operator [, defined by

[Oyhl(k) = d% (:(—_k)y> : (7.104)

and integrating twice by parts, we obtain
(k2 . (K2
G = [ EGma=-L [ 0,600 o

1 oo —iT K —~
_ _ﬁ/ (s ky)DZXh(k:)dk:. (7.105)
n

The quantity Dzﬁ may be rewritten as the following sum

—~ 1 9 X(k) k
DiXh(k) = Z Cny,no naTkigarm [1 -9 <_> :|
) ) _ “+n k ?
ni+ns+nz=2 n : (k y) 3 n
where all amplitudes ¢, p,n, are bounded (in absolute value) by 3. Using this sum in equa-
tion (7.105), we can perform some integration on k and get

198xlz ., Co 3 10" Xl 0

IXn(Ty)| < Py — )2 72 — )21

ni+no+nz=2,n1#2

The first term in the r.h.s. comes from the term with n; = 2, for which we used Cauchy-
Schwarz inequality. The constant Cy depends on [|0%g||s for i = 1,2. Remark that for
ny = 0,1, we may always bound |9l by [|02X]|2 thanks to the Gagliardo-Nirenberg-
Sobolev inequality ||¢||% < |0kCll2]/¢]l2- In view of this and since y < 0, the worst term in
the sum of the r.h.s. is the one obtained for ny = 2. This leads to the bound

Ca|| 97X 2 1 1
Xk (TY)] < + -
" 72 (=932 n*(n—y)
Taking the square and integrating with respect to x = 7y, we obtain
Ca|%xll2 (1 LY Ca1 97Xl
3/2 n 2 73720572
when 1 < 1. Adding (7.102) and (7.106), we finally obtain

1PZU@PE X2 < Call@)xlla (v + 7320 7%2).

The optimal choice for 7 is then n = 7~ Y/2 which leads to

Ixkll2 < (7.106)

1
IPzUMPE X2 < Call{z)xl2r ™7
O
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