Available online at www.sciencedirect.com
N

. ScienceDirect PHYS":A i

ELSEVIER Physica A 381 (2007) 170-188

www.elsevier.com/locate/physa

A natural normalization for the eigenstates of a Hamiltonian
with continuous spectrum

Gustavo Murgida™, Mario Castagnino

Departamento de Fisica, Facultad de Ciencias Exactas y Naturales, Universidad de Buenos Aires, 1428 Buenos Aires, Argentina

Received 11 June 2006; received in revised form 15 March 2007
Available online 24 March 2007

Abstract

A mathematical formalism that allows to deal with many problems on quantum systems with continuous evolution
spectrum is presented. The usual Hilbert space is generalized to a prehilbert one .7~ where singular states can be represented
and an extended Dirac’s notation can be introduced. The obtained formalism contains the Van Hove one but in a more
natural way. It allows to explain decoherence and other phenomena.
© 2007 Elsevier B.V. All rights reserved.
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1. Introduction

In paper [1] we have introduced a formalism to deal with density operators in systems with continuous
evolution spectrum taking into account their “diagonal singularity”. Using this formalism we have studied
statistical and thermodynamical phenomena [2], have searched the mathematical and physical properties of
Gamow vectors [3], and have introduced a theory of decoherence, that can be used in the case of close (integrable
[4] and nonintegrable quantum [6]) systems and cosmological models [5]. The mathematical structure is explained
in paper [7], its relation with the usual theory in Ref. [8], and its decoherence time is estimated in Ref. [9].

But our formalism only deals with mixed states, generalized adding decoherent mixtures of energy
eigenstates, and we could not normalize the energy eigenbasis of these states. As a consequence, in the case of
our decoherence theory, we could only have a nuclear representation for the observables, while we could not
define a similar one for the states. In this paper, we feel this gap and present a formalism to deal with quantum
system with continuous spectrum that could be useful in other (may be many) physical problems.

After this introduction let us precise the problem: let us consider a Hamiltonian with continuous spectrum
(the only one we will use in this paper):

H= E|\EVE|dE 1
/0 \E)(E|dE, (1)
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where |E) is a energy eigenstate. As usual we consider that the space of states is a Hilbert space 5, but as H is
a noncompact operator, so |E) must be a generalized state, such that |E) ¢ # (see Refs. [10-12]) but it can be
represented in a rigged Hilbert space (see Refs. [10,13]):

dCcHCP, (2)

where A is the original space, @ is a space of functions included in a continuous and dense way in 2, and @' is
the topological dual of @. Then with an adequate rigging we can show that |E) € @& (see Ref. [12]). Obviously,
the inner product of J# is also defined in @ and the Dirac bracket notation can be used for this inner product
and for the functional contained in @'

(olp)=clp], oed, @pecd.
Nevertheless, since |E) ¢ # expressions like

(1) (E|E) or (E|f) where |[f) € A,

(i) (E|H|E)

are not well defined. Then even if we restraint the space of states . to be a nuclear space, in which case we can
use the Dirac notation as in Eq. (1) we cannot normalize the generalized states |E) and therefore they do not
belong to the state space. Then we cannot use this notation to compute the mean value of an operator O in
|E), 1.e.,

(O) gy = (E|OIE) 3)
nor the density matrix
p(E,E') = (E|Eo)(Eo|E") “4)

and therefore we cannot have a representation of the microcanonical or canonical ensembles.

Traditionally, the density matrices of normalized states of # belong to a Hilbert-Schmidt space # ® #”
and the mean value Tr(pO) is the inner product in this space [14]. Then to include generalized states it is
necessary to extend this space via, e.g. an algebraic formulation of quantum mechanics. The first of these
formulations was introduced by Segal [15]. In his formulation, and in the great majority of the following ones,
the observables belong to a C* algebra of compact operators, the states are positive linear functional on the
space of observables, and the mean value is the one of the functional-state in the observable. Nevertheless to
consider unbounded observables like the Hamiltonian (1) it is necessary to introduce other algebras containing
this kind of observables.

To solve the problem and to represent, e.g. canonical and microcanonical observables with a Hamiltonian
with continuous spectrum Antoniou et al. [14] considered an extension of the Hilbert—Schmidt space: an
algebra with identity, i.e.,

C-I1®(# A

This algebra allows us to define observables with continuous spectrum with diagonal singularity and to
construct biorthonormal bases for the observables and the states. For a usual Hilbert space of infinite
dimension the identity operator is not compact, and then it does not belong to a C* algebra, therefore it is a
more general structure, that allows us to incorporate the states and observables with diagonal singularity
which, in fact, cannot be described by the conventional C* formulations. Antoniou et al. named their
formalism as the Van Hove’s one [17] because he was a pioneer in the study of the diagonal singularities. We
used this formalism to explain in an extremely simple way the decoherence process for Hamiltonians with
continuous spectrum [4]. Van Hove formalism was also used in papers [1-3].

In the Van Hove formalism the space of states corresponds to the mixture states of the usual one plus the
decoherent mixtures of states with definite energy. So it is not possible to represent coherent mixtures of states
of defined energy and regular states. Moreover in this formalism the states do not have density matrices and
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then the mean value of an observable O in a state p cannot be computed in the usual way, i.c.,

(0), = /0 N /0 b p(E,EO(E,E')dE dE . )

As we will see we must add decoherent mixtures of energy eigenstates to the usual p(E, E') or O(E, E’). But in
the usual formalism there is not a way to normalize the energy cigenstates. Then we will find the way to do it
by including the ecigenstates of the Hamiltonian, with continuous spectrum, in the space of the theory,
introducing a generalization of the usual product of the L. space, that allows us to normalize these eigenstates,
in such a way to define and use a prehilbert space 7 . In this way we can also generalize the Dirac’s notation,
and to obtain a nuclear representations for the Van Hove observables and states, in such a way to unify the
Van Hove formalism with the traditional one.

The paper is organized as follows:

In Section 2 we define the spaces of observables and regular states and the space of generalized states 7 ;
Section 3 introduces a generalized Dirac’s notation in .7 ; Section 4 defines the mean values and shows that the
generalized Dirac’s notation is compatible with this definition. In Section 5.1 we find the density matrices of
the generalized states in .7, and in Section 5.2 we do so for the mixed states and we obtain an equation similar
to (5), showing again the compatibility with the Dirac’s notation. In Section 5.3 we discuss the relation
between coherent and decoherent mixtures, both discrete or continuous.

Section 6 sketches the decoherence theory of papers [4] with the new formalism; and finally Section 7 draws
the conclusions.

In the appendix we present the Van Hove formalism and, using the results of the previous sections, we unify
this formalism with the usual one.

2. Spaces of observables and states
2.1. Regular states and space of observables

Let us consider a quantum system with Hamiltonian (1). We will call ¥ to the space of regular states that in
the energy representation reads

W) = /0 W(E)|E) dE,

where y(E) is a Schwarz function with y(E) and all its derivatives in 2. % is dense in # = [.°, as the space &
of Eq. (2).

Now, following the line of papers [1,14-17] we will consider the space of observables () that in the energy
representation are defined by the kernels

O(E,E') = Op(E, E') + Os(E))(E — E) (6)

i.€.,
0= / h / " OR(E, E)E)E|dEAE + / " Os(E)E)(E| dE, %
0 0 0

where OR(E,E’) and Og(E) are regular functions of two and one variables, respectively, and such that
ORr(E,E') = Ox(E',E) and Og(E) is a real function. The choice of the spaces of functions Og(E, E') and Og(E)
is not unique and depends on the system under consideration (see Refs. [1,4,14]), from now on we will assume
that they are Schwarz functions, but the results we obtain below can also be reached by other spaces with
adequate regularity conditions. The regular component Og(E, E') of the kernel (6) gives a compact operator
while those that come from the singular component Og(E) correspond to operators that commute with the
Hamiltonian. Nevertheless H ¢ (0 since Os(E) = E is not bounded, and therefore it is not a Schwarz function.
Thus we can measure the energy in any bounded set of the energy spectrum but not in the whole spectrum. But
H € 0 if Og(E) is chosen in a space of unbounded functions. It can be shown (see Ref. [14]) that the singular
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component of the observables are noncompact and therefore the space of observables is
O =0r® Cs,
where (g is the space of regular observables (Os(E) = 0) and O is the space of pure singular observables
(Or(E,E") = 0).
The dynamic of the system is defined by
Y (E) = ho(E)e

and the mean value of the observable O in the state |) reads
wiow = [ [ ow.eywEw E)aEaE
o Jo

- /oo /‘X’ Or(E,EW(E)W*(E')dEdE' + /00 Os(EY/(EW* (E)dE. )
0 0 0

2.2. Space of generalized states T

The generalized eigenstates |E) are “delta normalized”
(E|E'Yy =6(E—E)

and therefore it is not possible to compute their norm or to obtain mean values or matrix densities like those of
Egs. (3) and (4). So, to solve this problem, in this section we propose an alternative normalization of states |E)
based in an extension of the inner product of space L%, obtaining a generalization of the Dirac’s notation.

As (E|E"Y = 6(E — E’) the coordinates of vector |E), in the energy basis, are (E — E’) . Moreover Dirac’s
delta is a weak limit of a sequence of “approximations of the delta” (see Ref. [18]), i.e., a sequence {g,} of
positive functions such that:

©n [ gdx=1.
0

(D2) For each >0 we have lim g,dx =0.
n—=00 fivss
Functions g, are normalized to one in L', but their norm diverges in 12

oo

lim g2 dx = oo. )

n—o0 0

So it is reasonable to normalize these functions as

h(E — E) = g,(E — E’)/ /Ooo g dx. (10)

We will name |hf ) the state with the energy representation 4,(E — E’), namely
(E'\hy) = ho(E — E). (1)

In these states is clear that, given £>0, the probability of a measure of energy inside the interval (£ — &,
E + ¢) converges to 1:

E+e
lim (h(E — ENdE = 1.
"= g g
In this sense the sequence of states {|hf )} is an approximation to a normalized state with defined energy E.
So we define this “limit state’ |E) as the class of sequences {|hf )}
Le. in the same way that we consider that the sequence {g,(E — E’)} is an approximation of the
unnormalized state |E), |E) has norm one but it is, of course, a generalized state.
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Let us precise these ideas. We will say that the space 7" is the vector space generated by the set {|E )} where
E € R>0. We will call 7 to the sum of this space plus the space of regular Schwarz states &

T =7 (12)

then the vectors of this space read
= o)+ > _alE). (13)
i=1

where |@) € & and |E ;} € 7. We can consider J as an extension of the space . and its vectors as generalized

states. We can also generalize the inner product of 12, which is well defined in ., via the following inner
1

products’:

(Q|E) = lim / 0" (Eh(E — E")dE' =0, (14)
n— 0

0 ifE=F,

oo
N 1 o A " _
(E|E) _'%%/o h(E — E"Yh,(E' — E")dE {1 if E£E (15)
where |@p) € & and |l§), |E ) € 7. Since the inner product in .4 must be bilinear we can deduce the general

formula

(o) = <<qo| + Za;*(EA) (W) + Zl’ﬂEﬁ) = (plY) +>_aib,, (16)
i=1 j=1 i=1

which is endowed with the usual properties of the inner product
(@) = (Blo*, (o) =0, (ala) =0 = o) =0

as follows from Eq. (16).

This inner product defines a norm in space 7 that becomes a prehilbert space. Moreover this inner product
restricted to . coincides with the norm of 1.2, and as in the case of % we must identify the physical states with
the projective space of 7. Thus in general we will only consider the norm one vectors of 7

n
%) = aplg) + Za,us (o) = laol* + D lail* = 1. (17)
i=1

where |¢@) is a regular norm one state.

The states of a system can be consider as functionals on the space of observables defined by the mean values.
From Eq. (14) we can see that, the product between states of the spaces ¥~ and % is zero. As a consequence,
we will see in Section 4 that the functionals associated to the states of the space ¥~ vanish on the set of
observables without singular component (i.e., Os(E) = 0). Then the states of the space ¥~ only can “‘see” the

singular part of the observables. Precisely, the mean value of the observable given in Eq. (7) in the state |Eo) is

(0)|E~) = Og(Ey). This equality shows that the set {|E)} is the cobasis of the singular component of the
0

observables (see Refs. [1,4,14]).
We have seen in Section 2.1 that the space of observables () is » = O @ Os. Then the space ¥, of mixed
states is a subspace of the dual of ¢:

Sy CO =0 0. (18)

The mixtures of regular states, whose kernels are regular functions of two variables, belong to the space (%
whereas the decoherent mixtures of states |E), defined in Section 5, belong to the space (.

Let us note that the inclusion of Eq. (18) becomes an equality if we consider the deﬁnitions of the spaces Or
and Og chosen by Antoniou et. al. (see Ref. [14]). They define the space (g as the set of compact operators %%
and the space (g is given by the observables with kernels of the form O(E, E') = Os(E)d(E — E'), where Og(E)

'"That can be proved using Eqs. (D1), (D2) and (10) (see also Section 3).
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belongs to #°. This is a natural choice because in this way (' corresponds to the space of trace class operators
A}, and U is isomorphic to the space of measures on R>0.

Finally, let us note that the prehilbert 9 can, of course, be completed becoming a Hilbert space, but

Eq. (15) shows that this space is not separable. Then the closure of . does not have a countable basis and it is
not isomorphic to the usual space L.

3. The Dirac’s notation in space 7

Using the just defined inner product in .7 we will generalize the Dirac’s notation, that we will use to
compute the mean values. With this notation in a basis {|E)} the inner product of regular states reads:

(ol = ( /0 " o (E)E| dE) ( /0 T WENE) dE/) - /0 h /0 " o (EW(E)EIE) dE dE'

_ / / o (EW(ENS(E — E')dEdE = / o (EW(E)dE. (19)
0 0 0

But in space . we also have the basis {|E>}, thus in order to extend the Dirac’s notation we must define the
products:

() (EIE)), (i) (EIE), (i) (E|E). (20)

Of course, (i) is (E|E') = 6(E — E'). Using a sequence of approximations (ii) was defined in Eq. (15). We will
define (iii) using a notation similar to the one of the Dirac’s delta as follows.
From definitions D1, D2 and (10) we can prove that, if f(E) is a continuous function, we have

(a) lim / ha(E — ENf(E')dE' =0,
n—o0 0
(b) lim [ [h(E— EPf(ENAE = f(E),
n—0o0 0
(¢) lim / ho(E — E"ho(E' — ENf(E")AE" =0 if E+E'.
n—o0 0
These properties and Eq. (11) suggest the following ‘““Dirac-like’ notation
lim h(E — E') = (E'|E) = §"%(E — E)). Q1)
Then we get
(a') / O'V2(E — ENf(E')dE =0,
0
(b) / [6'*(E — ENFf(E)dE = f(E),
0
() / SVUE — ENYVHE — E'f(E')dE"=0 if E£E.
0

So we have solved the problem presented in Eq. (20) as

1 if E=F,

0 if pep () (EIE)=0"%E—E).

() (E|E') = 0(E — E), (i) (E|E) = {
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Finally, using this Dirac-like formulae we can reobtain Eq. (16), in fact

(| B) = ( /0 ¢*(E)E|dE + Za7<E,-|> ( /0 W(E)E)dE + Zbﬂﬁﬂ)
i=1 j=1
— / ” / ” o (EW(E)O(E — E'YdEJE' + Z arbd;
0 0 ij=1

+ Zj b; /0 ¢*(E)0"*(E — E))dE + le af /0 W(ENSX(E' — E)dE = (ply) + Zj arb;.
J= i= i=

We remark that the symbol 5!/ 2(E — E') must be considered at the same level that the usual Dirac’s delta
O(E — E'), namely is a useful symbol, that can be considered as a rigorous notation if it is properly used inside
an integral.’

4. Mean values in space 7~

Let us consider the normalized state (17) and the observable (7). We define the corresponding mean value as

<0>\a¢) = lim <0>\1,,), (22)

n— o0

where

o) = aolo) + Y _ ailh').
i=1
As the states |hf") are regular Eq. (22) reads:

— 1 2 - 12 /hEi E; - % 1 E; E;
(O)yyy = lim | lao] <<p|0|<o>+;|a,| 1Ol >+i;j; aia;{hy'|Olhy)

asai{@|O\hy'y + > " aod (h'|Olg) (23)

i=1 i=1

+

n

if we introduce definition (7), we develop this expression, we use properties (a), (b), and (c) of Section 3, and
we take the limit we obtain

iy 24)

n
(O)y = lao*(O)ypy + > lai*(O)
i=1
where (O) = Os(E;). Let us remark that in the last equation there are neither (@) — |l~?i)) nor (|L~?i) - |Ej))
cross terms due to the fact that the components Og(E, E') and Og(E) are regular functions and then the state
|y, which is a coherent mixture of states |@) and |E;), cannot be distinguished from a decoherent mixture of
the same states with probabilities |a|> and |a;|*, respectively.
Let us now verify that we obtain the same result if we use the Dirac’s notation

n n n
(0)y = (2|0la) = laol*(@|Olg) + Y _ aia;(ENOIE) + Y ahailp|O|E;) + Y | aoa; (Ei|Olo)
ij=1 i=1 i=1

if we introduce definition (7), we develop this expression, and we use properties (a’), (b'), and (¢’) of Section 3,
we obtain again Eq. (24).

20f course, the & can be rigorously defined as a functional in distribution theory. (51/2(E — E') is not a functional like 6(E — E'), so it is
just a symbol that allows to represent the identities (a), (b), and (c) with the expressions (a’), (b"), and (¢). Using these expressions and the
inner product and density matrices definitions we can develop our generalized Dirac’s notation.
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Let us use Eq. (24) in the particular case

(H) ; = (E\H|E) = E (25)

namely the correct and finite result, while (H) g, was infinite and therefore ill defined (see Section 1, problem (ii)).

5. Density matrices
5.1. Density matrices of pure states

The density matrix of a regular pure states is

P(E,E') = o(E)p*(E) = (E|p){(p|E'). (26)

Since our Hamiltonian has a continuous spectrum actually p(E, E’) is not a matrix but a regular function
or a kernel of two variables. Knowing this p(E,E’) we can compute the mean value of any observable
O(E,E') using Eq. (5) and when the space of the observable is ¢ (see Egs. Egs. (6) and (7)) we will
obtain (7).

Let us now study the corresponding formulation in .7 space. We want to find a kernel p(E, E’) that would
allow to compute the mean value (O),,, given by Eq. (24) if

o) = aolg) + Y _ ail Ey). 27)

i=1

Then we must satisfy the condition
/ / Or(E,E"p(E,E")dEdE’ +/ Os(E)p(E,E)dE
0o Jo 0

lai|*Os(E;) (28)

n

— ol [ /0 N /0 " OR(E. ENg(E)p*(E))dEdE' + /0 " Os(EYp(E)o™ (E) dE} +

i=1

but it is easy to see that there is no regular function p(E, E') that would satisfy this equation. However, we can
define a generalized function or kernel

p(E,E') = (Ela)(2|E') = <a0<E|<p> + Zai<E|E>> <a;<¢|E/> + Za_}%EﬂEw)
i=1 j=1

I

= laop(E)p™(E) + Y _ aia}d"*(E — E)3'*(E' - E))
ij=1

+ayp(E) Y ald (B - Ep) + ajo*(E)Y | ai0'*(E — E)). (29)

n
J=1 i=1

If we substitute this kernel in the 1.h.s. of Eq. (28) and use properties (a’), (b") and (¢’) we obtain Eq. (24) as we
wanted.
A simpler alternative would be just to define

n
p(E.E') = lag*p(E)p*(E') + Y _ aia}6'*(E — Ejd'/*(E' — E), (30)
ij=1
which only has the two first terms of the r.h.s. of Eq. (29). But the difference between the two proposed kernels
cannot be observed in the space @ since from condition (a’)

/ / O(E,ENp(E) Y ars'*(E' — E))dEAE' =0 VYO € 0.
0 0 j=1
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Thus the two kernels define the same functional corresponding to the state |«) and we can use the simpler one.
Moreover, kernel (30) can be further simplified since from condition (c)

o0 [o¢]
/ / O(E, ENO"(E — E)"*(E' — E))dEAE =0 if i#j
o Jo
thus the off-diagonal terms can be eliminated in Eq. (30) and we obtain the simplest kernel

p(E,E') = |ao*¢(E)p*(E) + Z |a;|?0"(E — E)d"*(E' — Ey). 31)

i=1

Let us finally consider the normalization of p. The trace of a pure regular matrix as p,, = [})(/| is

Trpy =/ py(E,E)dE =1 (32)
0
SO

Trpy = Iy, =1,

where [ is the identity operator

I= /oo |E)(E| dE.
0

Then we can naturally extend this trace definition to the density matrices of the pure states of space 7. So if
lo) is the pure state of Eq. (27) and p is the correspondent density we define

Trp= (1>\o<>

so from Eq. (24) we obtain
n n
— — 2 12Uy~ = 2 12—

Trp = (I = laol* (D) + ; (D) = = laol” + ; il = 1.
Finally, if we use Eq. (22) we also obtain

Trp= lim Trp, (33)

n— o0

5.2. Density matrix for mixed states

The mean value of an observable O in a mixture of pure states {|o;)} with probabilities {c;}, let say
p= Z?=1Ci|°(i><<%1|, reads

(0), = {0y (34)
i=1

where ¢;=0and Y, ¢; = 1.
The density matrix of the state p corresponds to a kernel that can be obtained as the linear convex
combination of matrices p,(E, E’)

n
p=>Y cp{EE)
i=1

and each p,(E, E') can be obtained from Egs. (29), (30), or (31) of Section 5.1. So if
n
) = ailo;) + Y aylEy)
j=1
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is substituted in Eq. (34) we obtain
(0), = _alanl’ () + Y i) lay*(0) = . (39)
i=1 =1 j=I Y

This is a discrete decoherent mixture, if we would like to represent a continuous one of the pure states |o,) with
x € R, Eq. (34) becomes

(0), = / F()(O) d, (36)

where f(x)>0, [*_f(x)dx =1, and

n
) = axolpy) + > aglEy)
Jj=1

so we obtain the analogue of Eq. (39), i.e.,

00 |Exj

(), = [ flaaP Oy, dx+ | (0 lay(0) 7 d. (37)
-0 - j=

In due time we will reobtain this equation using Dirac’s notation. Now, let us just observe that the singular
states |E;) and the regular states |¢,) allow us to represent the mean value as the sum of integrals of the last
equation, where the first term of the r.h.s. corresponds to a decoherent distribution of regular states and the
second one is a definite energy one, so

(0), =2{0),, + B{O),,. (38)

where pp is a mixture of regular states, pg is a mixture of singular states and
oo oo n
o= [ felanl v p= [ 0 layPdy
—00 -0 =]

with the sum

O£+ﬁ = /oof(x)<z |axj|2 + |ax0|2> dx = 1.
—o0 =

Eq. (38) shows that matrix p can be decomposed as the convex sum

P(E,E') = opp(E,E) + Bps(E, E') (39)
namely
p=opp+Pps, 0p=20, a+f=1 (40)

therefore the problem to find the generic density matrix is simply to find its regular and singular components.

5.2.1. Mixtures of regular states
The density matrices of regular states are functions of two variables pi(E, E’) that corresponds to
Hilbert—Schmidt kernels with the following properties:

() p(E,E) = p"(E", E), (i) p(E, E)=0, (iii)/0 p(E,E)dE =1
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and they can be decomposed as mixtures of regular pure states:

pr(E,E) = / SO E)p(E) dx.

But since pr(E, E') is also the kernel of a compact operator in L% it has also a discrete spectrum, and therefore
it also is the discrete mixture of regular states

PREE.E) = cip(E)p}(E)),

i=1

where ¢;>0and Y/ ,¢; = 1.

5.2.2. Mixtures of states with defined energy _
Let p be a decoherent mixture of eigenstates of the energy |E) combined with a probability density f(E),
namely

p= /0 FEB)NENE|IE.
In this state the mean value of observable O reads
), = | 1Er0); dE= [ rEosE)E.
0 0

where Og(E) is the singular component of O. Then let us search for the kernel that produces this mean value
i.e., a p(E, E') such that:

/OO /OO p(E,E"YO(E,E"YdEdJE = /Oof(E)OS(E) dE (41)
o Jo 0
and
/OO /oo p(E,E"OR(E,EdEdE + /OO o(E, E)Os(E)dE = /Oof(E)OS(E) dE. (42)
o Jo 0 0

As the double integral must vanish for any Schwarz function Ogr(E,E’) then p(E,E’)=0, a.e., and
p(E,E) = f(E):

E B f(E)y f E=F, 3

Then we are forced to define a “Kronecker delta” extended to the whole R? as
5 1 fE=F, 44
EE=Y0 if E£E. “44)

It is quite easy to show that 6(F — E) would not do this job. Then we can say that
p(E,E") = f(E)orp (45)
if
|| r@ssonE.eraEdE + [ f@inposEaE = [ rwos.
o Jo 0 0

which is plausible since 6z 7 = 0 but in a set of zero measure, but in order to verify Eq. (41) we must take some
mathematical precautions because we must be sure that

/00 /oof(E)éE,ErOR(E, EdEdE + /OO /OQf(E)éE,E/é(E — EOs(E)dEdE = /Oof(E)OS(E)dE.
0o Jo o Jo 0
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The first integral is zero since oz 7 = 0 but only in a set of zero measure, so it must be

/00 /ocf(E)éE,Er(S(E — E"Os(E)dEdE = /OOf(E)OS(E) dE. (46)
o Jo 0

But the first term cannot be considered as an integral since there is a (E — E’). May be we could try to think
this 0(E — E’) as a functional, but we cannot do it since f(E)Jg p Os(E) is not a regular function. So we must
consider (46) as a notation that only allows us to obtain the mean value as the product of the matrix density
and the kernel of the observable. Then we have that

/0 /0 J(E)op pO(E — E)dEJE = /0 g(E)dE (47)

for any regular function g(E). Clearly using the usual way of operate with the Dirac’s delta and the fact that
og g = 1 the last equation can be “deduced”. But it is most wise and rigorous directly to think Eq. (47) as a
definition.? N

Let us now return to Section 2 where we defined the |E) as a class of sequences of states. Let us call |h,‘,E ) the
regular states with wave function /,(E — E’) and we obtain the limit (22) namely the weak limit

|E) = w— lim |h;)

in a similar way, we can interpret the decoherent mixture of states with the defined energy with probabilities
f(E) as the weak limit of regular mixtures

p=w=lim [ f(EpdE. (48)

n—oo 0

where pf = |hE) (hE|.
Finally, it is interesting to remark that density (45) is also the point-limit of the density matrices

Joo f(ENpE (E,E))dE" since

lim [ f(E)E(E,EYdE" =lim [ f(E"Yh(E — E")h(E — E")dE"
nooo Jg

o oo 0
but then
) o0 ., f(E) if E=F,
N\ AE 4 "o
;11‘52/0 JEDp, (E,E)AE" = {o if E£E

and so

o0
lim [ f(E"E (E,E)AE" = f(E)og -
nooso Jo
5.2.3. Density matrices in general
Finally, we can present the most general matrix density of mixed states of space .7 . From Section 5.2 this
mixed state is a linear convex combination of a mixture of regular states plus a mixture of states of definite
energy (Egs. (39) and (40)) namely

P(E,E") = app(E,E) + Pps(EYop e, o,f>0, a+f=1,
where pg(E, E') is the kernel of a self-adjoint positive operator of trace equal 1 and pg(E) is a distribution of

probabilities in RT, i.e.,

() pr(E,E') = pR(E", E), (ii) pr(E, E)>0, (iii)/0 pr(E,E)dE =1

3 g could be defined as a functional over a space of tempered distributions. The properties of such functional allow to prove Eqs. (41),
(45), and (46) and also identities as [ [0 »0(E — Ef(E)dE dE = .f}’(E) dE where f(E) is a continuous function. We will develop this
mathematical theory elsewhere.
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and

(i) ps(E)=0, (v) /0 py(E)dE = 1.

Now, let us see how with this kernel p we can compute the mean value of an observable O:
(0), = /OOO /Ooo p(E,EYO(E,E)dEdFE’
= oc(/ooo /Ooo pr(E,E"OR(E,E)dEdE + /Ooo pr(E, E)Os(E) dE>
#8( [ [ osE0es O )+ Os(ERee)aEGE )

= o E.ENOR(E,EdEdE' ~ E E)O4(E)dE ~ E)O4(E)dE
a(/O/OpR<,>R(,> +/OpR(,>s(>>+ﬂ/ops<)s<),

where we have used identity (46). Thus
(0), =(0),, + B(O)

where o and f turns out to be the probabilities of the regular states or the singular one. From now on, for the
sake of simplicity we take o = f = 1. Then calling apr(E, E’) and fpg(E) simply pg(E,E’) and py(E) the
conditions (iii) and (v) above simply becomes

(i) /0 (pR(E, E) + p(E)dE = 1.

We will say that a matrix density is regular if pg(E) =0, and we will say that it is purely singular if
pr(E, E") = 0. Regular matrices belong to the usual formalism while singular matrices are mixture of states of
definite energy that allows to represent e.g.:

1. A canonical ensemble:
p(E,E) = CePE5p .
2. The matrix of a state with definite energy E
p(E,E") = 0(E — E0)5E,E’~ (49)
3. The decoherent mixture of n states of well-defined energies {E;} with probabilities {c;}
p(E,E') = zn: O(E — E)og - (50)
i=1

These kernels are different from those we found in Section 5.1 where the matrix of definite energy E reads (see
Eq. (31))

P(E,E') = §"/%(E — Eo)s'"*(E' — Ey), (51)
Nevertheless both kernels allow us to find the same mean values then both representations are equivalent and
S(E — Eq)dpp = 8"*(E — Eq)3"*(E' — Ey). (52)

Making E = E’ we can find the reason of the name 5!/ 2(E — Eo) and we can verify that the introduced
generalized Dirac’s notation is consistent.
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5.3. Discrete and continuous mixtures

A regular pure state |@) can be considered as a continuous coherent superposition of energy eigenstates |E)
as

0) = /0 o(E)|E) dE, (53)

where @(E) is a normalized function of L.

Since (E|E') = 6(E — E'), we associate the generalized state |E) with the sequences {g,} of “approximations
of the delta” defined in Section 2.2. Let us note that ¢(FE) is the punctual limit of the following sequence of
developments:

oo
o(E) = lim /0 o(E)g,(E — E)dE. (54)
The functions g, are not normalized in 1> and their norms diverge
oo
lim gi(x) dx = oo. (55)
n—oo 0

However, the limit of (54) is a regular function normalized in L.
Considering sums in place of the integral in (53) we can represent discrete coherent mixtures of states with
definite energy:

o) =) ailEx). (56)

But this state is not normalized. In order to do it, it was necessary to define the states |E> and an extension of
L2 as in Section 2.2:

W) =D alE. (57)

Then we can use the states | E) to represent continuous coherent mixtures as in (53), but to do it with discrete
mixtures the normalized states |E) are necessary. Moreover, it is impossible to engage states |E) in continuous
developments as

lp) = /0 @(E)E)dE

because the norm of this function is zero.

(@lg) = /0 /0 o(E)o*(E')(E'|E) dE = /0 /0 o(E)g*(ENop p dEAE = 0

and then |@p) =0 _
Moreover, we know that |E) is the class of sequences {|hnE )}, so we can see that in a similar way as in Eq. (54)
it results

lim, . [ GEWEE)IE = (91E) = 0.
0

In Section 4 we have shown that discrete coherent mixtures of states of definite energy are indistinguishable
of the decoherent mixtures. This fact is produced by the continuity of the spectrum of the Hamiltonian, and it
would be not the case for discrete spectra. On the other hand, the continuous coherent mixtures of states of
definite energy are pure regular states as (53) while the decoherent continuous mixtures are purely singular
(pr(E.E') = 0).

So the ambiguity between coherent and decoherent mixtures only appears in the discrete ones. Then if we
want to represent the density matrix of a discrete mixture of states |E;) we can either make a lineal
combination of its density matrices or first, obtain a state of space  and then compute the density matrix of
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the state. Whereas if we want to represent the density matrix of a continuous mixture of definite energy in the
case of a coherent one, we must first obtain the wave function integrating the states |E) but, in the case the one
of a decoherent mixture, we must integrate the density matrices of the states |E).

6. Decoherence

As an interesting example of the use of our method we will consider the decoherence phenomenon using the
self-induced approach to decoherence (SID).

Historically the first attempt to explain decoherence was based in the destructive interference of the off-
diagonal terms of the density matrix [19]. But this formalism does seems not quite satisfactory, so another one
called Ein-selection decoherence (EID) was presented [20]. Nevertheless this formalism has many problems
listed in papers [21-25]. These problems do not seem solved nowadays [26] thus many alternative formalisms
were introduced [27]. In particular following the Van Hove formalism [17] a new approach, based again in the
destructive interference of the off-diagonal terms of the density matrix was proposed: the self-induced
decoherence presented in papers [4,28], based in previous research in quantum system with continuous
spectrum [1,2], and with its conceptual foundations given in papers [29,30].

Let us explain SID using the formalism just introduced. From Section 5.2 any decoherent mixture in space
7 is a linear combination of a mixture of regular states with a mixture of states with defined energy, as shown
in Eq. (40).

In Section 5.2 we show that matrix pg can be considered as weak limits of sequences of regular mixtures (see
Eq. (48)) and that this matrix is also the point limit of the density matrices of that sequence. Now we will see a
new characterization of the purely singular states as weak limits of the time evolution of the mixed states.

The time evolution of the coordinates of a regular matrix py(E, E’) reads

Pi(E, E') = po(E, Ee 5",

Clearly there is not a punctual limit of this oscillatory evolution, nevertheless there is a limit for the mean
values for any observable O defined in Eq. (7). In fact, the mean value of O in state p, according to Eq. (28) is

(0), = / / OR(E, Epy(E, ENe'E B dEAE + / Os(E)py(E, E)dE. (58)
0 0 0

As function Og(E, E')p,(E, E') is regular we can consider that it is ' in the variable (E + E’), then according
to the Riemann—Lebesgue theorem the first integral vanishes in the limit and we have

lim (0),, = /0 h Os(E)py(E, E)dE. (59)

=00
Namely in the convex mixture (40) only the second term remains. So we have proved the weak limit

w— lim p(E,E) = po(E, E)or.p (60)
— 00

showing how when ¢ — oo the generic matrix p,(E, E') becomes the diagonal matrix py(E, E)dg g in such a
way that the matrix have decohered in the energy eigen-basis. Of course, this is the simplest case. Much more
general cases are studied in the quoted literature.

Precisely, from Eq. (58) we can see that singular matrices are invariant under time evolution while regular
ones weakly converges to a singular one when 1 — oo in such a way that the space of density matrices turns
out to be a weakly close space under this evolution.

Moreover, the case pg(E, E') = py(E, E)dg  corresponds to a continuous singular decoherent mixture of
definite energy states which is invariant under time evolution.

In all the process decoherence was obtained without an environment as in EID being the coarse graining
or trace typical of EID substituted by the systematic use of mean values that produce the weak limits (see
Ref. [29] or [30] for details).
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7. Conclusions

We have extended the usual space of wave functions to a prehilbert space 7~ which includes the definite
energy states for a system with continuous-spectrum Hamiltonian. The inner product of 7 is an extension of
the ordinary product in L2, it allows to normalize the states and induce a generalization of the Dirac’s
notation.

With this notation we can compute inner products and mean values as in the usual case. We found density
matrices representing decoherent mixtures of the generalized states of 7 in such a way that it can be used the
following usual formula to compute the mean value

(0), = / ” / ~ o(E,EYO(E,E')dEdE'.
0 0

We found the way to represent discrete mixture of generalized states as well of continuous mixtures, in such
a way that any state turns out to be a convex linear combination of regular states with a mixture of states of
definite energy

p=apR+/))pS9 'xaﬁ>09 Oi+ﬁ=1

The decoherent mixtures of states of definite energy allow us to represent the canonical ensemble and were
characterized in three different ways (see Sections 5.2 and 6):

(a) As weak limits of density matrices p, which are mixtures of regular states whose wave functions are
“approximations of the delta” normalized in L°.

(b) As point limit of the density matrices p,,.

(c) As weak limit of the time evolution of regular states.

In the appendix, we will compare our formalism with the Van Hove one which historically has being most
useful to represent generalized states, the approximation to thermic equilibrium, the classical limit and the
study of resonances (see Refs. [1,2,14,17,28]), finding a correspondence between the density matrices of
our formalism and the states of Van Hove space of states. In this way, these two formalisms and the usual one
are unified.

We believe that with the new formalism developed in this paper it is possible to study all these subjects with
the advantage of Van Hove formalism but with the natural flavor and intuition of the usual formalism.

Appendix A. Comparison with Van Hove formalism

Van Hove formalism is an algebraic formulation of quantum mechanics which includes, in its state space,
the definite energy states and their decoherent mixtures. The formalism was introduced in papers [1,14], based
in early papers of Van Hove [17]. Essentially, papers [1-5,26,27,30] use this formalism. Nevertheless in Van
Hove formalism density matrices are not obtained as a straight forward generalization of the usual formalism,
so we are always forced to invoke mean values, and the density matrices of the regular states do not have the
same representation as in the usual formalism, i.e., the mean values are not the product of the kernels of the
states and the observables. Moreover Van Hove state space corresponds to a generalized density matrices
space, therefore does not allow us to consider coherent superpositions of pure states/either regular or not. In
the formalism presented in this paper we do not deal with these problems since it is constructed as a
generalization of the usual formalism by the introduction of the approximate sequences {|h,‘1E )}

In this appendix, we will present the primitive Van Hove formalism and show how it can be obtained from
the space of density matrices of our formalism and then it can be unified with the usual one, which turns out to
be an extremely particular case of the formalism presented in this paper. In fact there is a one to one
correspondence among the observables and states of both formalisms.

Van Hove observable space contains the self-adjoints operators endowed with the property:

O"M(E,E'y = O*(E,E") + OJ"(E)S(E — E), (A.1)
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H

where OZ (E,E’) and OSVH (E) are regular functions. If we introduce the notation

|E,E')=|EXE'|, |E)=|E)E|, |0")=0""
the observables read

|07y = /0 /0 OW(E,E)|E,EdEJE + /0 OM(E)|E)dE.

The states are considered as functional over this observable space. Then we can define the basis of the space of
functionals {(E, E'|, (E|} satisfying the biorthonormality conditions [1,2,14]

(EIE'y=0E—-E), (EE|E"E"Y=06FE—-E"(E —E"), (E\E,E"Y=(E,E'|E")=0

and a generic state reads

O = [ [ o ENEEIaEaE + [ i e,

where p R

(E,E') and p%¥(E) are regular functions satisfying
[o¢]
() pr"(E,E) = px™(EE), (i) ps"(E), p"(E,E)>0, (iii) / ps(E)E =1
0

in such a way that we can define the trace
Tr(p"™) = (o™ 1),
where the unity operator reads |I) = fooo |E)dE and therefore

1" = [ e = 1.

Then we can compute the mean value of the observable O in the state p””, and using the conditions of
biorthonormality we obtain

(0" v = /0 /0 pRH(E,ENORH(E,E")dEdE + /0 psH(E)OSH(E)dE. (A.2)

We can see that in Van Hove formalism the singular states cannot be represented by kernels like p(E, E')
and we are forced to use (A.2) to compute mean values instead of the usual equation

(0), = / ) / N o(E,E"YO(E,E"dEdE,
0 0

which is absent in the formalism.
In our formalism (see Section 5.2.3) the matrices density are given by the functions

P(E,E") = pr(E,E') + ps(E)op k',
where pr(E, E') and pg(F) satisfy the conditions

(i) pr(E,E) = pR(E", E), (ii) ps(E), pr(E, E)>0, (iii) /Ooo(ps(E) + pr(E, E))dE =1
and the mean value of the observable O in the state p is

(0), = /Ooo /Ooo o(E,EYO(E,EdEdE'

namely

(0), = /0 pr(E,EYOR(E,E'YdEdE + /0 (ps(E) + pr(E, E))Os(E) dE. (A.3)
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Now let us compare Eq. (A.3) with Eq. (A.2) and we can obtain the formulae to go from one formalism to
the other

OYM(E,E') = OR(E,E), O{H(E) = Os(E), (A.4)

pRE,E) = pp(E,E), p"(E)— px(E,E) = ps(E). (A.5)

Immediately, we can verify that if p{#(E) > p ¥ (E, E) then conditions (i), (ii), and (iii) are equivalent to conditions

(i), (ii), and (iii). So our density matrices formalism and the Van Hove one with the condition p(E)> p ! (E, E)
are equivalents. Moreover, the new formalism is more general since it allows to consider coherent mixtures that
cannot be treated in Van Hove formalism.

In a similar way we can see that:

A state is singular if: pg(E, E') = 0<pp(E,E') = 0.
A state is regular if: pg(E) = 0<> ptH(E) = ppH(E, E) (in fact, See Ref. [1]).

This remark completes the comparison.
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