ADVANCES IN
QUANTUM FIELD THEORY

Edited by Sergey Ketov

INTECHWEB.ORG



Advances in Quantum Field Theory
Edited by Sergey Ketov

Published by InTech
Janeza Trdine 9, 51000 Rijeka, Croatia

Copyright © 2012 InTech

All chapters are Open Access distributed under the Creative Commons Attribution 3.0
license, which allows users to download, copy and build upon published articles even for
commercial purposes, as long as the author and publisher are properly credited, which
ensures maximum dissemination and a wider impact of our publications. After this work
has been published by InTech, authors have the right to republish it, in whole or part, in
any publication of which they are the author, and to make other personal use of the
work. Any republication, referencing or personal use of the work must explicitly identify
the original source.

As for readers, this license allows users to download, copy and build upon published
chapters even for commercial purposes, as long as the author and publisher are properly
credited, which ensures maximum dissemination and a wider impact of our publications.

Notice

Statements and opinions expressed in the chapters are these of the individual contributors
and not necessarily those of the editors or publisher. No responsibility is accepted for the
accuracy of information contained in the published chapters. The publisher assumes no
responsibility for any damage or injury to persons or property arising out of the use of any
materials, instructions, methods or ideas contained in the book.

Publishing Process Manager Romana Vukelic
Technical Editor Teodora Smiljanic
Cover Designer InTech Design Team

First published February, 2012
Printed in Croatia

A free online edition of this book is available at www.intechopen.com
Additional hard copies can be obtained from orders@intechweb.org

Advances in Quantum Field Theory, Edited by Sergey Ketov
p. cm.
ISBN 978-953-51-0035-5



INTECH

open science | open minds

free online editions of InTech
Books and Journals can be found at
www.intechopen.com






Contents

Preface IX
Part 1 Quantization 1

Chapter 1 The Method of Unitary Clothing Transformations
in Quantum Field Theory: Applications in the
Theory of Nuclear Forces and Reactions 3
A. V. Shebeko

Chapter 2 Ab Initio Hamiltonian Approach to
Light-Front Quantum Field Theory 31
James P. Vary

Chapter 3 Quantizing with a Higher Time Derivative 51
Sergei V. Ketov, Genta Michiaki and Tsukasa Yumibayashi

Part 2 Applications to Low-Energy Physics 73

Chapter 4  Electroweak Interactions in a Chiral
Effective Lagrangian for Nuclei 75
Brian D. Serot and Xilin Zhang

Chapter 5  Ginzburg-Landau Theory of Phase
Transitions in Compactified Spaces 103
C.A. Linhares, A.P.C. Malbouisson and I. Roditi

Chapter 6 Quantum Field Theory of Exciton Correlations
and Entanglement in Semiconductor Structures 125
M. Erementchouk, V. Turkowski and Michael N. Leuenberger

Part 3 Applications in Mathematics 153

Chapter 7 Quantum Field Theory and Knot Invariants 155
Chun-Chung Hsieh



\Y

Contents

Chapter 8

Chapter 9

Solution of a Linearized Model of
Heisenberg’'s Fundamental Equation 185
E. Brining and S. Nagamachi

Topological Singularity of Fermion Current
in Abelian Gauge Theory 215
Ai-Dong Bao and Shi-Shu Wu









Preface

Quantum Field Theory was developed as the theory unifying Quantum Mechanics
and Relativistic Field Theory for the purpose of describing physics of elementary
particles. Quantum Electrodynamics, electro-weak theory, Quantum Chromodyna-
mics and the Standard Model of elementary particles are all particular examples of
Quantum Field Theory, which had great success in high-energy physics. At the same
time, it was realized that a straightforward application of Quantum Field Theory to
Einstein gravity does not give a physically sensible quantum gravity theory because of
its nonrenormalizability.

More recent applications of Quantum Field Theory are no longer limited to physics of
elementary particles. They also include many successful applications to nuclear
physics, condensed matter physics and pure mathematics. At the same time, the
formalism of Quantum Field Theory has to be further developed because of the new
challenges, such as quantum gravity and quantization with higher derivatives, strong
coupling and bound states, computational techniques in quantum perturbation theory,
and more rigorous mathematical foundations.

In the first part of the book, some recent progress in describing clothed particles by
unitary transformations together with their physical applications to nucleon scattering
and deuteron form-factors are discussed. A light-front quantization in the Hamiltonian
approach and a quantization of Pais-Uhlenbeck oscillator, both in the Hamiltonian
approach and in the path integral approach, are given.

In the second part of the book, some applications of Quantum Field Theory to low-
energy physics are considered, namely, (i) electro-weak interactions in a chiral
effective Lagrangian for nuclei, (ii) Landau-Ginsburg theory of phase transitions, and
(iii) exciton correlators and quantum entanglement in semiconductors.

In the third part of the book, various relations between Quantum Field Theory and
mathematics are presented, including knot invariants and Chern- Simons-Witten field
theory, solutions to a linearized model of Heisenberg equation, quantum anomalies
and Atiyah-Singer index theorems.

Though the book does not include all actual aspects of Quantum Field Theory and all
its recent advances, it does include some of the relevant ones, with a broad spectrum
of physical and mathematical applications.
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The Method of Unitary Clothing Transformations
in Quantum Field Theory: Applications in the
Theory of Nuclear Forces and Reactions

A. V. Shebeko

Institute for Theoretical Physics
National Research Center “Kharkov Institute of Physics & Technology”
Ukraine

1. Introduction

In what follows we will show how one can realize the notion of "clothed " particles (Greenberg
& Schweber, 1958) for field theoretical treatments based upon the so-called instant form of
relativistic dynamics formulated by Dirac (Dirac, 1949). In the context, let us recall that the
notion points out a transparent way for including the so-called cloud or persistent effects
in a system of interacting fields (to be definite, mesons and nucleons). A constructive
step (see surveys (Shebeko & Shirokov, 2000; 2001) and refs. therein) is to express the
total field Hamiltonian H and other operators of great physical meaning, e.g., the Lorentz
boost generators and current density operators, which depend initially on the creation and
destruction operators for the "bare" particles, through a set of their "clothed" counterparts.
It is achieved via unitary clothing transformations (UCTs) (see article (Korda et al., 2007))
in the Hilbert space H of meson-nucleon states and we stress, as before, that each of such
transformations remains the Hamiltonian unchanged unlike other unitary transformation
methods (Glockle & Miiller, 1981; Kobayashi, 1997, Okubo, 1954; Stefanovich, 2001))! for
Hamiltonian-based models. In the course of the clothing procedure a large amount of
virtual processes associated in our case with the meson absorption/emission, the NN-pair
annihilation/production and other cloud effects turns out to be accumulated in the creation
(destruction) operators for the clothed particles. The latter, being the quasiparticles of the
method of UCTs, must have the properties (charges, masses, etc.) of physical (observable)
particles. Such a bootstrap reflects the most significant distinction between the concepts of
clothed and bare particles.

At the same time, after Dirac, any relativistic quantum theory may be so defined that the
generator of time translations (Hamiltonian), the generators of space translations (linear
momentum), space rotations (angular momentum) and Lorentz transformations (boost
operator) satisfy the well-known commutations. Basic ideas, put forward by Dirac with his
"front", "instant” and "point" forms of the relativistic dynamics, have been realized in many
relativistic quantum mechanical models. In this context, the survey (Keister & Polyzou, 1991),

being a remarkable introduction to a subfield called the relativistic Hamiltonian dynamics,

1 Some specific features of these methods are discussed in (Shebeko & Shirokov, 2001) and (Korda et al.,
2007)
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represents various aspects and achievements of relativistic direct interaction theories. Among
the vast literature on this subject we would like to note an exhaustive exposition in lectures
(Bakker, 2001; Heinzl, 2001) of the appealing features of the relativistic Hamiltonian dynamics
with an emphasis on "light-cone quantization”. Following a pioneering work (Foldy, 1961),
the term "direct” is related to a system with a fixed number of interacting particles, where
interactions are rather direct than mediated through a field. In the approach it is customary
to consider such interactions expressed in terms of the particle coordinates, momenta and
spins. Along the guideline the so-called separable interactions and relativistic center-of-mass
variables for composite systems were built up by assuming that the generators of the Poincaré
group (IT) can be represented as expansions on powers of 1/c? or, more exactly, (v/c)?,
where v is a typical nuclear velocity (cf. the (p/m) expansion, introduced in (Friar, 1975),
where m is the nucleon mass and p is a typical nucleon momentum). Afterwards, similar
expansions were rederived and reexamined (with new physical inputs) in the framework of a
field-theoretic approach (Glockle & Miiller, 1981). There, starting from a model Lagrangian for
"scalar nucleons" interacting with a scalar meson field (like the Wentzel model (Wentzel, 1949))
the authors showed (to our knowledge first) how the Hamiltonian and the boost generator
(these noncommuting operators), determined in a standard manner (Schwinger, 1962), can
be blockdiagonalized by one and the same unitary transformation after Okubo (Okubo, 1954).
The corresponding blocks derived in leading order in the coupling constant act in the subspace
with a fixed nucleon number (the nucleon "sector" of the full space H ). In general, the work
(Glockle & Miiller, 1981) and its continuation (Kriiger & Glockle, 1999) exemplify applications
of local relativistic quantum field theory (RQFT), where the generators of interest, being
compatible with the basic commutation rules for fields, are constructed within the Lagrangian
formalism using the Nother theorem and its consequences. Although the available covariant
perturbation theory and functional-integral methods are very successful when describing
various relativistic and quantum effects in the world of elementary particles, the Hamilton
method can be helpful too. As known, it is the case, where one has to study properties of
strongly interacting particles, e.g., as in nuclear physics with its problems of bound states for
meson-nucleon systems. Of course, any Hamiltonian formulation of field theory, not being
manifestly covariant, cannot be ab initio accepted as equivalent to the way after Feynman,
Schwinger and Tomonaga. However, in order to overcome the obstacle starting from a field
Hamiltonian H one can consider it as one of the ten infinitesimal operators (generators)
of space-time translations and pure Lorentz transformations that act in a proper Hilbert
space. Taken together they compose a basis of the Lie-Poincaré algebra (see below) to ensure
relativistic invariance (RI) in the Dirac sense, being referred to the RI as a whole.

The purpose of the present exposition is twofold. First, we consider an algebraic method
(Shebeko & Frolov , 2011) to meet the Poincaré commutators for a wide class of field theoretic
models (local and nonlocal ones taking into account their invariance with respect to space
translations). In particular, this recursive method is appropriate for models with derivative
couplings and spins >1, typical of the meson theory of nuclear forces, where only some
part of the interaction density in the Dirac picture has the property to be a Lorentz scalar.
The antiparticle degrees of freedom are included together with such an important issue as
mass renormalization vs relativistic invariance in the Dirac sense. Second, special attention is
paid to finding analytic expressions for the generators in the clothed-particle representation,
in which the so-called bad terms are simultaneously removed from the Hamiltonian and the
boosts. Moreover, the mass renormalization terms introduced in the Hamiltonian at the outset
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turn out to be related to certain covariant integrals that are convergent in the field models
with proper cutoff factors. After constructing interactions between the clothed particles and
addressing an equivalence theorem for evaluation of the S-matrix we derive the approximate
eigenvalue equations for the simplest bound and scattering states. The latter can be found in
a nonperturbative way using the methods elaborated in the theory of nuclear structure and
reactions that is demonstrated by a few examples.

However, before to apply the UCT method (in particular, beyond the Lagrangian formalism
with its local interaction densities) we would like to mention the two algebraic procedures to
solve the basic commutator equations of IT (see Sec. 2). One of them, proposed in (Shebeko
& Frolov , 2011), has some touching points with the other developed in (Kita, 1966; 1968) and
essentially repeated many years after by Chandler (Chandler, 2003). In paper (Kita, 1968)
the author considers three kinds of neutral spinless bosons and nonlocal interaction between
them in a relativistic version of the Lee model with a cutoff in momentum space. A similar
model for two spinless particles has been utilized in (Chandler, 2003) with a Yukawa-type
interaction that belongs to the realm of the so-called models with persistent vacuum (see, for
instance, (Eckmann, 1970)). Certain resemblance between our and those explorations is that
we prefer to proceed within a corpuscular picture (see Chapter IV in monograph (Weinberg,
1995)), where each of the ten generators of the Poincaré group IT (and not only they) may be
expressed as a sum of products of particle creation and annihilation operators at () and a(n)
(n =1,2,..), e.g., bosons and/or fermions. Some mathematical aspects of the corpuscular
notion were formulated many years ago in (Friedrichs, 1953) (Chapter III). As in (Weinberg,
1995), a label n is associated with all the necessary quantum numbers for a single particle: its
momentum p ,2, spin z-component (helicity for massless particles) yi,, and species &,. The
operators a (1) and a(n) satisfy the standard commutation relations such as Egs. (4.2.5)-(4.2.7)
in (Weinberg, 1995).

In the framework of such a picture the Hamiltonian of a system of interacting mesons and
nucleons can be written as

H=Y" Y Hca, @
C=0A=0
Hca = IHCA(l’,Z’,..., ne; 1,2, m4)at (1)at (2).a’ (np)a(np)..a(2)a(1), )

where the capital C(A) denotes the particle-creation (annihilation) number for the operator
substructure Hc4. Sometimes we say that the latter belongs to the class [C.A] . Operation
Y implies all necessary summations over discrete indices and covariant integrations over
continuous spectra.

Further, it is proved (Weinberg, 1995) that the S-matrix meets the so-called cluster
decomposition principle, if the coefficient functions H-4 embody a single three-dimensional
momentum-conservation delta function, viz.,

HCA(l/,Z/,.‘.,C; 1.2,..,A) = (5(p’1 + p’2 4+ p'C —p1—PpP2—-—Pa)
X hea (P11, Paushs - POMCECs P1H1EL, P2H282, o PANACA), ®3)

2 Or the 4-momentum p, = (pY, p») on the mass shell p?, = p®2 — p?% = m?2 with the particle mass 1,
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where the c-number coefficients hc4 do not contain delta function.

Following the guideline “to free ourselves from any dependence on pre-existing field theories
”(cit. from (Weinberg, 1995) on p.175), the three boost operators N =(N', N2, N3) can be
written as

N=13 Y Nca 4
C=0A=0
Nca = INCA(l’,Z’,...,n’c;1,2,...,nA)a*(l’)a*(2’)...a+(n'c)a(nA)...a(Z)a(l). (5)

In turn, the operator H, being divided into the no-interaction part Hr and the interaction Hj,
owing to its translational invariance allows Hj to be written as

HI = /AH[(X)dX. (6)

Our consideration is focused upon various field models (local and nonlocal) in which the
interaction density Hj(x) consists of scalar Hs:(x) and nonscalar Hys:(x) contributions,

Hj (X) = Hsc(x) + Hiyse (X), (7)
where the property to be a scalar means
Up(A)Hse(x)Up! = Hye(Ax), Vx = (t,x) (8)

for all Lorentz transformations A. Henceforth, for any operator O(x) in the Schrédinger (S)
picture it is introduced its counterpart O(x) = exp(iHpt)O(x) exp(—iHpt) in the Dirac (D)
picture.

2. Basic equations in relativistic theory with particle creation and annihilation

When seeking links between the coefficients in the r.h.s. of Egs. (2) and (5) one considers the
fundamental relations of the Lie-Poincaré algebra, which can be divided into the three kinds
for:

no-interaction generators

(PPl =0, (o]l =teiwle,  [Ji.Pj] = ieijPr, )
relations linear in H and N
[P,H =0, [LH] =0, [JiNj] =ie;pN,  [P,N;] = id;H, (10)
and ones nonlinear in H and N
[H,N]=iP, [N;N;] = —iejli, (11)

(i,j,k=1,2,3),

where P = (P!, P2, P%) and J = (J',J%,J?) are the linear momentum and angular momentum
operators, respectively. In this context, let us remind that in the instant form of relativistic
dynamics after Dirac (Dirac, 1949) only the Hamiltonian and the boost operators carry
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interactions with conventional partitions H = Hf + H; and N = N + Nj, while P = Pr
and J = Jr. In short notations, we distinguish the set G = {Hp, Pg,Jr, N} for free particles
and the set G = {H, Pr,Jr, N} for interacting particles.

In turn, every operator Hc 4 can be represented as Hcy = | Hea(x)dx, if one uses the formula

1 [ i o
5(p—p/):W/e(p P)dx.

Thus, we come to the form H = [ H(x)dx well known from local field models with the density

(12)

an

For instance, in case with C = A = 2, where H»(1,2);1,2) = 6(p] +p5 — p1 —
p2)h(1,2';1,2), we have

Ha(x) = ﬁ ieXP[—i(pi +py—p1—p2)xh(1,2;1,2)a" (1) a* (2')a(2)a(1). (13)

Further, we will employ the transformation properties of the creation and annihilation
operators with respect to IT. For example, in case of a massive particle with the mass m and
spin j one considers that

Up(A, b)a® (p, ) U5 (A, b) = €MD) (W(A, p))at (Ap, i), (14)

VA € L, and arbitrary spacetime shifts b = (b’, b)

with D-function whose argument is the Wigner rotation W(A, p), L+ the homogeneous
(proper) orthochronous Lorentz group.  The correspondence (A,b) —  Up(A,Db)
between elements (A, b) € IT and unitary transformations Up(A, b) realizes an irreducible
representation of IT on the Hilbert space H (to be definite) of meson-nucleon states. In this
context, it is convenient to employ the operators a(p, ) = a(p, 1)/po that meet the covariant
commutation relations

[a(p', 1), 0" (p, )] = pod(p = P)oyu,
la(p', 1), alp )} = [a" (9, '), 0" (p, )= = 0. (15)
Here pg = +/p? + m? is the fourth component of the 4-momentum p = (po, p)-

3. A possible way for constructing generators of the Poincaré group

Let us recall that within the Lagrangian formalism the 4-vector P* = (H, P) for any local field
model, where requirements of relativistic symmetry are manifestly provided at the beginning,
is determined by the Nother integrals

- / TOx)dx (v =0,1,2,3), (16)



8 Advances in Quantum Field Theory

where 7 (x) are the components of the energy-momentum tensor density 7" (x) at t = 0.
Other Nother integrals are expressed through the angular-momentum tensor density
MBI () = xFTBY (x) — x VTP (x) 4 2P0 (), (17)

that contains, in general, so-called polarization part $AI3 associated with spin degrees of
freedom. Namely, the six independent integrals

MM = / MO (x)dx (18)
t=0
are considered as the generators of space rotations
J'=ewM! (ik1=123) (19)
and the boosts
NK = MOk = — / AT (x)dx / 00K (x)dx, (k = 1,2,3). (20)

The reminder is not accidental as far as we strive to go out beyond the traditional QFT
with local Lagrangian densities via special regularization of interactions in a total initial
Hamiltonian.
3.1 The Belinfante ansatz. Application to interacting pion and nucleon fields
Regarding an illustration of these general relations let us write, the Lagrangian density
1. = 1. L
Lscr(x) = 5Pu(x)(ir" 9 = mo)pu (x) + 5Pn (x) (=iv" 9 4 —mo)pr (x)
1 L
+ 5 10ugn(x)0 gu(x) - o9t (0)] = igoPr (x)v5¢r (x) @ (%), (21)

for interacting pion ¢ and nucleon 1 fields with the PS coupling (see, e.g.,(Schweber, 1961)).
Then, one has (omitting argument x): i) energy-momentum tensor density

T _0LscH -y , 9LscH ;v , 9LscH
SCH =

i, ¥Yh MWy VH+ Er o — 8" Lsch
=70 +TE + 77, (22)
where ) .
T = %II_JH'Y’AaVIPH - %’Y”I/JHaVl/_JH — 8" LN, (23)
Ta =03"oud"ou — " Ly, (24)
T = igog" PuysYren, (25)

3 Henceforth, the symbol [«, B] for any labels a and B means the property fl£4] = — fl*8] for its carrier f.
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and ii) polarization contribution

1.
28 = Sigu{rPL + 20 Py, 26)

where .
i

!

In formulae (21)-(25) unlike operators O(x) in the D picture, we have operators
Op(x) = eHtO(x)e~ 1,

in the Heisenberg picture. We prefer to employ the definitions:

(ot 2"} = 28" = voruwro. {1 15} = 0,7 = 07570 = —75.
"

The corresponding Hamiltonian density is given by

Hscn(x) = Tl (x) = HY,,,,, (%) + HY (X) + Vi (%), (27)
where
() = 3807+ molp(x) + 2B+ 9 +molp(x), 8)
HY() = 5 [P0 + Vo) V() + e ()] 29)
V8. (9) = igof ()59 () (x), 0)

where, as usually, 77(x) denotes the canonical conjugate variable for the pion field. One should
note that the second integral in the r.h.s. of Eq. (20) does not contribute to the model boost
since operator (26) with B = p = 0 and v = k is identically equal zero. Thus we arrive to the
relation

NSCH = —/X SCOH(X)dX = —/XHSCH(X)dX, (31)

that exemplifies the so-called Belinfante ansatz:
N=- /xH(x)dx, (32)

which, as it has first been shown in (Belinfante, 1940), holds for any local field model with a
symmetrized density 7""(x) = T'#(x). Such a representation helps (Shebeko & Shirokov,
2001) to get simultaneously a sparse structure for the Hamiltonian and the generators of
Lorentz boosts in the CPR *. We shall come back to this point later.

Further, the Hamiltonian density can be represented as

Hscn(x) = Hp(x) 4+ Hy(x) (33)

4 The relation (32) also has turned out to be useful when formulating a local analog of the Siegert theorem
in the covariant description of electromagnetic interactions with nuclei (Shebeko, 1990).
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with the free part
Hp(x) = Hn(x) + Herm (x) (34)

and the interaction density
Hj(x) = Vps(x) + Hren(x), Vps(x) = igh(x) 59 (x)@(x), (35)
where we have introduced the mass and vertex counterterms:

Hyen (x) = M (x) + MIG™ (x) + HI2 (x), (36)
1
My (%) = 5 (45 — 17) 97 (),

M (x) = (mg — m)P(x)(x)
and

Hyi (%) = i(g0 — 8)P(x) 159 (x) 9 (x).

One should note that the densities in Egs. (34)-(35) are obtained from Egs. (28)-(29) replacing
the bare values my, po and go, respectively, by the "physical" values m, u and g. Such a
transition can be done via the mass-changing Bogoliubov-type transformations (details in
(Korda et al., 2007)). In particular, the fields involved can be expressed through the set
a = a'(a),bt(b),d*(d) of the creation (destruction) operators for the bare pions and nucleons
with the physical masses,

p(x) = 2m) 2 [ (2w a(k) + ' (1) Jexp(ikn)dk, ©7)
7(x) = —i(27)~3/2 / (wie/2)V2[a(k) — at (—X)]exp(ikx)dk, (38)

9(x) = 27) /2 [ (m/Ep)"/> Y lu(p)b(pn)
M

+o(—pu)d" (~pp)lexp(ipx)dp. (39)
Substituting (33) into (31), we find
N = Ng +N;
with
N =Ny + Np = — /foerm(x)dx — /an(x)dx
and

N; = —/xHI(x)dx.

Now, taking into account the transformation properties of the fermion field (x) and the pion
field ¢(x) with respect to IT, it is readily seen that in the D picture density (33) is a scalar, i.e.,

Up(A,b)Hscp (x)Ug '(A,b) = Hgcp(Ax + ), (40)

SO
Ur (A, b)H(x)Up (A, b) = H(Ax +b). (41)
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It is well known (see, e.g., Sect. 5.1 in (Weinberg, 1995)) that for a large class of theories the
property (41) with the corresponding interaction densities H;(x), being supplemented by the
condition

[Hi ('), Hi(x)] = 0 for (' =x)? <0, (42)

plays a crucial role for covariant calculations of the S-matrix.

3.2 An algebraic approach within the Hamiltonian formalism

After these preliminaries, let us consider field models with the decomposition
Hj = Hse + Hyse = /Hsc (x)dx JF/ Hnsc(x)dx~ (43)
It means that only the density in the first integral has the property (41), i.e.,
Ur (A, b)Hse (x)Up (A, b) = Hee(Ax + ). (44)

It is the case, where the pseudoscalar (7t and 7), vector (p and w) and scalar (§ and o)
meson (boson) fields interact with the 1/2 spin (N and N) fermion ones via the Yukawa-type
couplings V. =3, V} = Vs + Vs + Vi in

H; = V + mass and vertex counterterms (45)

with
Ve = g [dRG@Y(E)es(), (46)
Vis = igps [ dE§(2)159()9ps(7) @)

and

Vo= [ar {gveb(f)wm(pé‘(f) + Loyl )}

+ [ {50510 + L@ @p@me@ ) a9
where @}’ (X) = oY (¥) — 0@k (X) is the tensor of the vector fields involved (details in
(Dubovyk & Shebeko, 2010)).

In the context we would like to remind that in "...theories with derivative couplings or spins
j > 1, it is not enough to take Hamiltonian as the integral over space of a scalar interaction
density; we also need to add non-scalar terms to the interaction density to compensate
non-covariant terms in the propagators" (quoted from Chapter VII in (Weinberg, 1995)).

Then, taking into account that the first relation (11) is equivalent to the equality
[N, Hi] = [H,Ni], (49)

we will evaluate its Lh.s.. In this connection, let us regard the operator

Hee(t / Hie(x (50)
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and its similarity transformation
I‘BNFH _lﬁNF = /Hsc (51)

where L(B) is any Lorentz boost with the parameters § = (B, g2, ).
From (51) it follows that

ie!P'NFINL, Ho (£)]e "N = % / Hso(L(BY)x)dx, (52)
whence, for instance,

i[N}:,Hsc(t)] = lim /HSC t—,lel xl— ﬁlt X, x ) X

381
B1—0 aﬁa ) (53)
= /( Il Hie(x) +x1§HSC(x))dx,
since for the infinitesimal boost
L(B)x = (t— Bx,x — Bt)
In turn, from (53) we get
[N Hi) = ilim / (—it[P", Hye (x)] + ix'[Hr, He (x)])dx
—
SO i
INF, Hee] = — / x[Hr, Hee (x)]dx. (54)
By using Eq. (54) equality (49) can be written as
- / x[HE, Hse (x)]dx = [Hp, Ny] + [Hy, Nj] + [Huse, Nf]. (55)
Evidently, this equation is fulfilled if we put
N;=Np=— / xHsc (x)dx (56)
and
[Hee: Nj| = = [ xdix [ X [Hee(X), Hic ()] = [Np + Ny, Hos (57)
or

/ ax / dx' (X' — x)[Hse(x'), Hse (%)]
- / xdx / X' [Hyse ('), He (x) + Hie (X)) (58)

In a model with H,s. = 0 the latter reduces to

/ e PXPX X — 0, (59)
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where
- l/rdr[H (L), Hoe (= Lo (60)
- 2 sc 2 7 sC 2 .

By running again the way from Eq. (49) to Egs. (59)-(60) we see that the nonlinear
commutation (11)
[H,N] =iP

will take place once along with the Belinfante-type relation (56) the interaction density meets
the condition

/ rdr[HSC(%r),HSC(f%r)] —0. 61)

One should note that we have arrived to Eq. (56) being inside the Poincare algebra itself
without addressing the N6ther integrals, these stepping stones of the Lagrangian formalism.
In the context, we would like to stress that the condition (61) is weaker compared to the
constraint 1 1
[Hsc(=r), Hse(—=1)] =0 (62)
2 2
imposed for all r excepting, may be, the point r = 0. But we recall it as a special case of
the microcausality requirement that is realized in local field models. Beyond such models, as
shown in Appendix B of (Shebeko & Frolov , 2011), Egs. (56) and (49) may be incompatible. It

makes us seek an alternative to assumption (56) in our attempts to meet Eq. (55).

At this point, we put N = N + D to get the relationship

[HF; D] = [NB + D; Hsc] + [NF + NB + D/ Hnsc}; (63)

that replaces the commutator [H, N] = iP and determines the displacement D.

Further, assuming that the scalar density Hs.(x) is of the first order in coupling constants
involved and putting

Hpse(x) = i H}S’gg (x), (64)
p=2

we will search the operator D in the form
D=)" D), (65)

i.e., as a perturbation expansion in powers of the interaction Hs.. Here the label (p) denotes
the pth order in these constants. By the way, one should keep in mind that the terms in
the rh.s. of Eq. (64) are usually associated with perturbation series for mass and vertex
counterterms. Evidently, their incorporation may affect the corresponding higher-order
contributions with p > 2 to the boost. Therefore, to comprise different situations of practical
interest let us consider field models in which Hysc(x) = Vise(X) + Vien(x) with a nonscalar
interaction Vysc = [ Visc(x)dx and some "renormalization” contribution Vien = [ Vyen(x)dx.
The latter may be scalar or not. Of course, such a division of Hys:(x) can be done at the
beginning in Eq. (43). But the scheme presented here seems to us more flexible.
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By substituting the expansions (64) and (65) into Eq. (63) we get the chain of relations

[Hp, D@ = [Np, HE)] + [Ng, Hy], (66)

[He, D®)] = [Ng, H)] + D@, Hye] + [N, HZJ, 67)

[Hp, DP)] = [Np, HE)] + [N, HE V] + [DPD, H ] + [D, He] 7, (68)
(p=4,5,...)

for a recursive finding of the operators D) (p = 2,3, ...).

Further, after such substitutions into the commutators
[Py, Nj| = i6;H, [Jx, Nj] = iexy Ny, [Ng, Nj] = —iegji];

we deduce, respectively, the following relations:

[P, DIP] = sy HEL (p=2,3,..) (69)

from
[Pk, } lék]Hnsc/ (70)
Uk, D] = ie; D" 71)

from
[k, Dj] = iexji D (72)

and

[NFx, Ngj| + [Nk, N;] = 0, (73)

The remaining Poincaré commutations are fulfilled once one deals with any rotationally and
translationally invariant theory.

Now, keeping in mind an elegant method by Chandler (Chandler, 2003), we invoke on the
property (see (Friedrichs, 1953)) of a formal solution Y of the equation

[He, Y] = X (74)
to be any linear functional F(X) of a given operator X # 0. In other words, it means that
[H, F(X)] = X (75)

with F(A1 X1 + A2Xp) = A F(X1) + A2F(X3), where A1 and A, are arbitrary c-numbers. In
addition, one can see that

[He, F(X)] = F([HE, X]). (76)

Moreover, it turns out that
[P, F(X)] = F([P,X]), (77)
[J. F(X)] = F([J, X]), (78)

[NF, F(X)] = F([Np, X]) +iF(F([P, X])). (79)
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In order to prove the relations let us employ the Jacobi identity
[A,[B,C]] +[C, [A, B]] + [B,[C, A]] = 0 (80)

and write
(O, [Hg, F(X)]] = —[F(X), [0, HE]] + [HE, [0, F(X)]]
with some operator O. Then

[0, F(X)] = F([0, X]) + F([F(X), [O, HE]]). (81)

Of course, to be more constructive one needs to have a definite realization of the functional
F(X). In this connection, we will use the representation

Y = —i lim X(t)e "dt (82)
n—0+.J0

of the operator Y that enters the equation (74). The existence proof for such a solution is
sufficiently delicate (see discussion in Appendix A of Ref. (Shebeko & Shirokov, 2001)).

3.3 Application to a nonlocal field model

We will show how the method proposed works in combination with introducing certain cutoff
(vertex) functions that makes an initial local model be nonlocal. In spite of our consideration
may be extended to more realistic models its main idea becomes transparent for a simple
system of "scalar nucleons" (more precisely, charged spinless bosons) and neutral scalar
bosons with the interaction density Hj(x) = Vjyc(X) + Vien(x) (cf. (Glockle & Miiller, 1981;
Shirokov, 2002)):

Viee (%) = 895(x) : 9} () (x) : (83)
and

Vien(x) = 6pts + @2 (x) : +6pp : ng(x)%(x) : (84)

with the mass shifts dus = % (3, — p2), Sup = (2, — p2). In order to regard a nonlocal
extension of this local model let us substitute the expansions

dk

S a) +a" ()™, o) = (20207172 [ P [o(p) + " ()]

P

9s(x) = [2(2)°] /2
into Egs. (83) and (84) to get
_ g dp’ / Ap [ dK it ipxtikx
Vloc(x) - 2[2(27.[)3]1/2 / EP/ Ep wke

xa(k) : (b (p")b(p) + " (p")d" (p-) +d(p_)b(p) +d(p_)d" (p-)] : +He.  (85)
and Vyen (X) = Ops(x) + dpp(x) with

el = gk [ oo [ S5+ al) 4 a ORI ) o )] (86)



16 Advances in Quantum Field Theory

5 dp’ o
) = 5005 [ 2 (B (p) +d(pL)e P () (p)] . (87)

It is implied that the operators a(a ), b(b*) and d(d") meet the commutation relations
la(k),a" (K')] = kod(k — k'), (88)

[b(p), b (p")] = [d(p),d" (p)] = pod(p — P') (89)

with all the remaining ones being zero.

The interaction operator itself Hy = [ Hj(x)dx = Vi, + Vien with

_ ___ 8 p’ /fLP L
Vloc —/anoc(x)dX— 2[2(27_[)3}1/2 / Ep’ EP wké(p P k)

xa(k) : [b*(p)b(p) + 6" (p)d" (p-) +d(p_)b(p) +d(p_)d" (p-)] : +He,  (90)
Vien = [ 1oms(x) + ey (x)lx. o

Let us consider its nonlocal extension
HI = anac + M;s + Mb/ (92)

where in accordance with the representation (3) we introduce the following normally-ordered

structures: o/
Viiloc :/anac(x)dxz/Ep,

x{(p’ —p—K)gu(p’, p.K)b" (p")b(p) + 6(p" +p —K)g12(p, p. K)b" (p')d (p)
+6(p" +p+X)gu(p', p.K)d(p")b(p)
+0(p' —p—K)gn2(p', p,k)d" (p")d(p) }a(k) + H.c. (93)

Furthermore, the creation/destruction operators have the transformation properties like (14).
For example,

Up(A)a(k)Ug ' (A) = a(Ak). (94)

Therefore, in the Dirac picture
U (A) Vige (x)Ug 1 (A) = Vige (Ax), (95)
i.e., the interaction density V},.(x) is a Lorentz scalar.
For our nonlocal model we will retain the property assuming that
Up(A) Vatoe ())UE ' (A) = Vagoe (AX). (96)
It is readily seen that this relation holds if the coefficients g.. meet the condition

See(AP', Ap, Ak) = gee(p', p, k). (97)
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On the mass shells with p”> = p? = ;4% and k> = y? the latter means that the functions
gee(p', p, k) can depend only upon the invariants p’p, p’k and pk.

The transition from Vj,. to V.. can be interpreted as an endeavor to regularize the theory.
In the context, the introduction of some cutoff functions g, in momentum space is aimed at
removing ultraviolet divergences typical of local field models with interactions like expression
(83).

An associated exploration carried out in (Shebeko & Frolov , 2011) with covariant cutoffs

gee(p 1. k) = vee(k+ (1) p' = (—=1)¢p]k — (=1)¢p’ + (—1)¢p]) (98)

has allowed us to evaluate the lowest-order correction D(2) to the Belinfante operator and get
the leading-order analytic expressions for the coefficients in the "mass renormalization” terms

M;s = /%{ml(k)f(k)a(k) +ma(k)[a" (K)a* (k=) +a(k)a(k-)]}, (99)
: k

M, :/%{mn(r’)w(r’)b(r’)+m12(P)b+(P)d+(P—)+m21(P)b(P)d(P—)+m22(P)d+(P)d(P)}-
14
(100)

4. The method of unitary clothing transformations in action

As shown in (Shebeko & Shirokov, 2001), the Belinfante ansatz turns out to be useful when
constructing the Lorentz boosts in the CPR, viz., the generator N = N(«), being a function of
the primary operators {a} (such as a'(a), b*(b) and d*(d) for the examples regarded above)
in the BPR, is expressed through the corresponding operators {a.} for particle creation and
annihilation in the CPR. The transition {a} = {a.} is implemented via the special unitary
transformations W (&) = W(a,), viz.,

o= W(a)aWH(ac). (101)
These transformations satisfy certain physical requirements:

i) The physical vacuum (the H lowest eigenstate) must coincide with a new no—particle state
), i.e., the state that obeys the equations

ac(K) [Q) = be(F, 1) |0) = de(P, 1) [0) =0, V&, p (102)
(Q]Q) =1.
ii) New one-particle states [k). = a} (k)Q) etc. are the H eigenvectors as well.
K(“C)m)c = KF(“C)|T(>C = wk@c (103)
Ki(ae)[k)e =0 (104)

iii) The spectrum of indices that enumerate the new operators must be the same as that for the
bare ones .
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iv) The new operators a. satisfy the same commutation rules as do their bare counterparts a
that is provided via the link (101) with a unitary operator W to be obtained as in (Shebeko &
Shirokov, 2001).

4.1 The Hamiltonian and other generators of the Poincaré group in the clothed-particle
representation

A key point of the clothing procedure exposed in (Shebeko & Shirokov, 2001) is to remove the
so-called bad terms from the Hamiltonian

H = H(«) = Hp(«) + Hj () = W(ae) H(ac) W' () = K(ac), (105)

more exactly, from a primary interaction V(«) in Hy(a) = V(&) + Vien(a). For example, these
terms bl bcal, bidlac, bldial, d.dfal enter V(a.) determined by Eq. (90) after the replacement
of the bare operators in it by the clothed ones. These terms should be removed together
with their Hermitian conjugate counterterms! to retain the hermiticity of the similarity
transformation (105). In general, such terms prevent the physical vacuum |Q) (the H lowest
eigenstate) and the one-clothed-particle states |n). = af(1n)|Q) to be the H eigenvectors for all
n included. Here creation operators af (1) are clothed counterparts of those operators a' (1)
that are contained in expansion (2). The bad terms occur every time when any normally

ordered product
at(1)a"(2')..a’ (np)a(ny)..a(2)a(1)

of the class [C.A] embodies, at least, one substructure which belongs to one of the classes [k.0]
(k=1,2,..)and [k1] (k=0,1,...).

Strictly speaking such a departure point should be specified and sometimes modified. Indeed,
by trying to meet the requirements i) and ii) we, at first sight, leave out of consideration
such undesirable terms in V., («). Nevertheless, it is not accidental since the renormalization
contribution is canceled in the course of the procedure itself that is some attractive feature of
the UCT method as a whole (see below). In addition, it has turned out (Dubovyk & Shebeko,
2010) that the nonscalar contribution (the second integral in the r.h.s. of Eq. (48)) to the
operator Vi (a) is canceled too when eliminating bad terms only from its scalar part (in fact,
the first integral in the rh.s. of Eq. (48 )). Keeping this in mind, when handling the division

H(a) = / Hy(x)dx = Hee (&) + Hyse(a), (106)

we assume Hsc(a) = Vygg(a) + Vgooa(a) to remove the bad part Vi, from the similarity
transformation
K(ac) = W(ac)[Hr(ac) + HI(’XC)]WJF(’XC)

= W(ac)[Hp(ac) + Viga (o) + Veoou(ac) + Huse () ]W* (ac). (107)

Remind that term "good", as an antithesis of "bad", is applied here to those operators (e.g.,
of the class [k.2] with k > 2) which destroy both the no-clothed-particle state ) and the
one-clothed-particle states.
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For unitary transformation (UCT) W = expR with R = —R' it is implied that we will
eliminate the bad terms Vj,; in the r.h.s. of

K(we) = Hi(ae) + Viaa(ae) + (R He] + [R, Vigg) + 3[R, R, H ]

1
+ 3[R [R, Voad]] + . + € Vggoqe™ + X Hysce ™ (108)

(cf. Eq. (2.19) in (Shebeko & Shirokov, 2001)) by requiring that
[HF, R] = Vipaa (109)

for the operator R of interest.

One should note that unlike the original clothing procedure exposed in (Shebeko & Shirokov,
2001), (Korda et al., 2007) we eliminate here the bad terms only from Hj. interaction in spite
of such terms can appear in the nonscalar interaction as well. This preference is relied upon
the previous experience (Dubovyk & Shebeko, 2010) when applying the method of UCTs in
the theory of nucleon-nucleon scattering. Now we get the division

H=K(a) = K + K; (110)
with a new free part Kr = Hr(a;) ~ ala. and interaction

K = Vgood (lxc) + Hysc (“c) + [R/ Vgood]

1 1
+ E[Rr Vhad] + [R/ Hnsc} + g [R/ [R/ Vhad“ + . (111)

where the r.h.s. involves along with good terms other bad terms to be removed via subsequent
UCTs described in Subsec. 2.4 of (Shebeko & Shirokov, 2001) and Sec. 3 of (Korda et al., 2007).

In parallel, we have
N = N(a) = Np(a) + Ny(a) = W(a)N(ae )W (a:) = B(ac) (112)

or
B(ac) = Np(ac) + Ny(ac) + [R,Np] 4 [R,Nj] + ..., (113)

where accordingly the division
N; =Np+D, (114)

Np = _/XHSC(X)dX = Npaa + Ngood,

Eq. (113) can be rewritten as

B(ee) = Ni(ae) + Nygg(6) + [R,Ng] + [R, Nygg] + 3[R, [R, N

[R, [R, Npygg]] + ... + €8 Ngooqe R + eRDe K. (115)

N[ =

+
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But it turns out (see the proof of Eq. (3.26) in (Shebeko & Shirokov, 2001)) that if R meets the
condition (109), then

[NF,R] = Npgg = — /XVbad(X)dx (116)

so the boost generators in the CPR can be written likely Eq. (110),
N = B(a.) = Br + By, 117)
where B = Ng(a.) is the boost operator for noninteracting clothed particles while Bj

includes the contributions induced by interactions between them

B; = Ngood (Déc) + D(“c) + [R/ Ngood}

+ 3R Nygg] + [R,D] + 3[R, [R, Nyl + (118)

One should note that in formulae (111) and (118) we are focused upon the R-commutations
with the first-eliminated interaction Vj,;. As shown in (Shebeko & Shirokov, 2001), the
brackets, on the one hand, yield new interactions responsible for different physical processes

and, on the other hand, cancel (as a recipe!) the mass and other counterterms that stem from
Hypse () and D(a;).

But at this place we will come back to our model with Vjz3 = Vyjoe, Vgoos = 0 and R = Ryyjoc
to calculate the simplest commutator [R,oc, Vyioc) in which accordingly condition (109) the

clothing operator R, is determined by
[HF/ Rnloc] = Viuloc- (119)

From the equation it follows (cf. Appendix A in (Shebeko & Shirokov, 2001)) that its solution
can be given by

(120)

nloc*

dk
R0 = /ch L FIR(K)F, : a(k) — Hc. = Rypoe — R

with the row F;r = [b(p),d"(p)] and the column F, (cf. Eq.(A.8) in (Shebeko & Shirokov,
2001)). The matrix R(k) is composed of the elements

’ _ See(p', p, k) N1
RE/S(p /p’k) - wk+ (71)8/Ep/ _ (71)€Epé(k+( 1) p ( 1) P) (121)

(e,e=1,2)

Such a solution is valid if us < 2p. In other words, under such an inequality the operator
R,.10c has the same structure as V. itself. Then, all we need is to evaluate the commutator

[Rnlou anoc}-

For example, our calculations result in the boson-boson interaction operator

1 d d dp d
E[Rnlom Vialoc](bb — bb) 1 / P2 EP2 ! EPl P + Plz —P1—P2)
P2 P1



The Method of Unitary Clothing Transformations in Quantum Field Theory:
Applications in the Theory of Nuclear Forces and Reactions 21

xg11(p1, p1,k)g11(p, p2. k)

X { (p1— p})z .2 + (P2 — p})z 2 } bl (p5)bl (p1)be(p2)be(p1) (122)
1 S 2 s

with k = p} — p; and the respective contribution to By,

[Rnlocr NB} (bb - bb)

N —

i [dpy [dpa dP1 dp; 9 ,
= 1+P>—p1—Pp2)
4 / EPz EPl 2

Xgll(p/l' m,k)gu(rféf p2,k)

1 1
+ bl (ph)bE (p})be (p2)be 123
X { (71— pll)Z — yg (pr — plz)z — Vg } (p2)be (p1)be(p2)be(p1) (123)

In Egs. (122) and (123) we encounter a covariant (Feynman-like) "propagator"

1 1 1
1 + , (124)
2 {(mp’l)zu% (pzp’z)zu%}

which on the energy shell

Ep, + Ep, = Epi + Epg (125)

is converted into the genuine Feynman propagator for the corresponding S matrix (cf. the first
results in (Shebeko & Shirokov, 2001)).

4.2 Relativistic interactions between clothed particles in meson-nucleon systems

Following the same scenario one can derive analytical expressions for separate contributions
to the operator

Ky ~alblach (nN — 7N) + bibtb.b (NN — NN) 4 didid.d. (NN — NN)
+ 0! b bbb (NNN — NNN) + ... + [afalbed. + He](NN < 27) + ...
+ [afbibtocbe + He](NN < 7NN) 4 ... (126)
and, in particular, the operator
K{? = K(NN — NN) + K(NN — NN) + K(NN — NN) + K(bN — bN) + K(bN — bN)
+K(bb' — NN) +K(NN — bb')  (127)

if one starts with the interactions by Eqgs. (50)-(52). It has been done in (Shebeko & Shirokov,
2001) and (Korda et al., 2007) so many technical details of those derivations can be found
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Fig. 1. Different contributions to the 7N quasipotential.

therein. Note only that the normal ordering is an essential element of them. We will
confine ourselves to the two examples that originate from the corresponding commutator
1

3[R, V(bad)).

4.2.1 Pion-nucleon interaction operator

As a result, we show the contribution
K(nN — nN) = /dﬁld52dE1dE2 Van (ko ik, B1)al (2)bE (F2)ac(Ry)be(F1),  (128)

with the following covariant (Feynman-like) form:

2
- oo, m . N . R
Van(ka, pas k1, 1) = 2(§n)3 d(p1+ki— P2 —k2)
VR, B B
a5 | b
P2 2 pr+ki+m  patky+m

1 1 n 1
2 pr—kotm pp—kitm
For brevity, the spin and isospin indices have been omitted.

The corresponding N quasipotential in momentum space is determined by

Ve (o, ok, 1) = (al ()b} (F2)OIK(7N — N[t )BE(F1)O)  (129)

Graphs in Fig. 1 are topologically equivalent to the well-known time-ordered Feynman
diagrams. However, in Schrodinger picture used here, where all events are related to one
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and the same instant ¢t = 0, such an analogy could be misleading: line directions in Fig. 1 are
given with the sole scope to discriminate between nucleon and antinucleon states. Moreover,
the energy conservation is not assumed in constructing this and other quasipotentials. Indeed,
the coefficients in front of albla b, generally do not fulfill the on-energy-shell condition

Ep, +wy = Ep, +wy,,

In this connection, the “left” four-vector s; is not necessarily equal to the “right” Mandelstam
vector sy = pp + k.

4.2.2 Nucleon-nucleon interaction operator

Accordingly (Dubovyk & Shebeko, 2010) the operator of interest has the following structure:

K(NN — NN) =) _K;(NN — NN),
b

Ky(NN — NN) = idﬁ/ldﬁ’zdﬁld;‘a‘zvb(l’,z’;1,2)bg(1’)bj(2/)bc(1)bc(2), (130)

where, for example, the c-number matrix V} in the second order in the PS coupling is given
by

1 m2
Vps(1,231,2) = o= § (L +Pa— P — Pa) ops(1,2'51,2), (131)
(27" | /5 Epy Ep By,
o (1,251,2) = SE (s ————a(h)rsui) (132)
4 2 ! (pl_pll)Z_m%s

omitting again the discrete quantum numbers. Here m,s the mass of the clothed pion (its
physical value).

Corresponding relativistic and properly symmetrized NN quasipotential
Vi (B, B P, P2) = (BEFDBE(PDQ | K | B (F1)BE(F2)02)
can be written as

2
gps mz

; 1
VNN (P 2 P P2) = 5 5(P1+ P2 —P1— P2)
2 (2m)3 ~ E. ExE-

(27) 2, /E; Ej, E Egy

x it(p{)ysu(pr)

N[~

{1
(Pl _pa)z_m%}s
+(p2_p/1)z_mz} a(P)rsu(pa) — (1 2). ()
2 ps
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Meson Bonn B UCT
7 g2 /4m 14.4 13.395
Ar 1700 2500
M 138.03 138.03
i 85 /AT 3 5.0
Ay 1500 1219
my 548.8 548.8
o g5 /4m 0.9 1.2
Ay 1850 1593.0
fo/8p 6.1 6.1
"y 769 769
w g2 /4m 245 17.349
Aw 1850 2494
My 782.6 782.6
) g2/4n 2.488 5.0
As 2000 2169
ms 983 983

0, T=0,T=1 g2/4r 18.3773,8.9437 22.015,5.514
Ao 2000, 1900 1200, 2500
Mg 720, 550 691.78, 510.62

Table 1. The best-fit parameters for the two models. The column Potential B (UCT ) taken
from Table A.1 in (Machleidt, 1989) (obtained by least squares fitting the OBEP values in
Table 1 of that survey). All masses are in MeV.

Distinctive feature of potential (*) is the presence of covariant (Feynman-like) “propagator”,

1 { 1 " 1 }
2U(p=—p? =1 (p—p)*—p )
On the energy shell for NN scattering, that is
Ei = Eﬁl + Eﬁz = Eﬁl/ —+ Eﬁz/ = Ef/
this expression is converted into the genuine Feynman propagator.

A little part of our numerical results with the best-fit values of the coupling constants g, and
cutoff parameters A, in the meson-nucleon vertices are compared with those by the Bonn
group (Machleidt, 1989) in Table 1 and Fig. 2. They labeled by abbreviation UCT have been
obtained by solving the partial Lippmann-Schwinger equations (coupled and uncoupled) for
the R-matrix of the nucleon-nucleon scattering. Details are in (Dubovyk & Shebeko, 2010).

4.3 Deuteron properties

Besides, we would like to outline the basic elements of another our exploration that is in
progress. It is the case, where relying upon the available experience of relativistic calculations
of the deuteron static moments and the deuteron form factors (see reviews (Bondarenko et
al., 2002) and (Garcon & Van Orden, 2002) and refs. therein) one has to deal with the matrix
elements (P/, M'|J#(0)|P = 0, M) (to be definite in the laboratory frame). Here the operator
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Fig. 2. Neutron-proton phase parameters plotted versus nucleon kinetic energy in lab.
system. Solid curves calculated for Potential B. Dashed (dotted) - for UCT potential with
Potential B (UCT) parameters from Table 1. The rhombs show original OBEP results.

J#(0) is the Nother current density J#(x) at x = 0, sandwiched between the eigenstates of a
"strong" field Hamiltonian H (cf., discussion in Sec. 5 of lecture (Shebeko & Shirokov, 2000)).
In the CPRwith H = K(«) (Eq. (110)) and N = B(a.) (Eq. (112)) the deuteron state |P = 0, M)
(IP" = q, M’)) in the rest (the frame moving with the velocity v = q/m,) meets the eigenvalue
equation

P*|P,M) = P} |P, M) (133)

with the three-momentum transfer q, four-momentum P; = (Ey,P),E; = /P2 + m?l, my =
myp + my — g4 and the deuteron binding energy ¢; > 0.

We know that such observables as the charge, magnetic and quadrupole moments of
the deuteron can be expressed through the matrix elements in question (e.g., within the
Bethe-Salpeter (BS) formalism (Bondarenko et al., 2002)) by introducing the corresponding
covariant form factors. With the aid of cumbersome numerical methods the latter have
been evaluated in terms of the Mandelstam current sandwiched between the deuteron BS
amplitudes.

Unlike this, following Shebeko & Shirokov (2000) , we consider the expansion in the
R-commutators

J4(0) = WIEOW* = JE0) + [R JE(O)] + 3[R, [R JEO)] + . (134

where J/(0) is the initial current in which the bare operators {a} are replaced by the
clothed ones {a.}. Decomposition (134) involves one-body, two-body and more complicated
interaction currents, if one uses the terminology customary in the theory of meson exchange
currents. Further, to the approximation

K; = K(NN — NN) ~ bbb b, (135)
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and
B; = B(NN — NN) ~ blblbcb, (136)

(see, respectively, (122) and (123)) the eigenvalue problem (133) becomes simpler so its
solution acquires the form

[B,M) = [ dpy [ dpaDas([P); pijus; pan)bl (prymn )bl (papi) ). (137)
In this connection, let us recall the relation
|9, M) = expliBB(ac)]|0, M) (138)
with f = pn, n = n/#n and tanh = v, that takes place owing to the property
¢iPBpie—iBB — pvL1(f), (139)

where L(ﬁ) is the matrix of the corresponding Lorentz transformation. Note also that
the label M = (%1,0) denotes the eigenvalue of the third component of the total
(field) angular-momentum operator in the deuteron center-of-mass (details can be found in
(Dubovyk & Shebeko, 2010)). The c-coefficients Dy in Eq. (137) are calculated by solving the
homogeneous Lippmann-Schwinger equation with the quasipotentials taken from (Dubovyk
& Shebeko, 2010) (see formulae (67)-(69) therein). Numerical results can be obtained either
using the angular-momentum decomposition (as in (Dubovyk & Shebeko, 2010)) or without
it.

Several our results are shown in Table 2 and Fig. 3.

Parameter |Bonn B| UCT | Experiment
as (fm) | -23.71 |-23.57|-23.74840.010
7s (fm) 2.71 | 2.65 | 2.75+0.05
a; (fm) | 5.426 | 5.44 | 5.419+0.007
re (fm) | 1.761 | 1.79 | 1.754+0.008

gg (MeV) | 2.223 2224 | 2.224575
Pp (%) 499 | 4.89

Table 2. Deuteron and low-energy parameters. The experimental values are from Table 4.2 of
Ref. (Machleidt, 1989).
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Fig. 3. Deuteron wave functions ¢d(p) = u(p) and 4 (p) = w(p). Solid(dotted) curves for
Bonn Potential B (UCT) potential.
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In its turn, the operator (134) being between the two-clothed-nucleon states contributes as
2
7e]* () = ]éne—body + ])Zuo—body’ (140)

where the operator _
Fove-toy = | 4P/ dPFLn(p', )L (P)oc(p) (141)
with
FL(p',p) = en(p )P (0 — p)Int +ic™ (p) — ) EL"[(p — p)2Ju(p)  (142)
that describes the virtual photon interaction with the clothed proton (neutron)’.

Its appearance follows from the observation, in which the primary Néther current operator,
being between the physical (clothed) states [Yy) = bf|Q), yields the usual on-mass-shell
expression

(Fpn (P (0)[¥pn(p)) = Fyn (P, P)

in terms of the Dirac and Pauli nucleon form factors.®

By keeping in the rh.s. of Eq. (140) only the one-body contribution we arrive to certain
off-energy-shell extrapolation of the so-called relativistic impulse approximation (RIA) in the
theory of em. interactions with nuclei (bound systems). In a recent work by Dubovyk
and Shebeko the deuteron magnetic and quadrupole moments have been calculated to be
submitted to Few Body Systems.

Of course, the RIA results should be corrected including more complex mechanisms of e-d
scattering, that are contained in

oo oty = [ AP APadP1AR2Elypc (5, P P, p2)B! (P! (P10 (p1)bc(p2).  (143)

Analytic (approximate) expressions for the coefficients F}\I/IEC stem from the R-commutators
(beginning with the third one) in the expansion (134), which, first, belong to the class [2.2], as
in Eq. (141), and, second, depend on even numbers of mesons involved. It requires a separate
consideration aimed at finding a new family of meson exchange currents, as we hope not only
for the e-d scattering.

At last, one should note that, as before, we prefer to handle the explicitly gauge-independent
(GI) representation of photonuclear reaction amplitudes with one-photon absorption or
emission (Levchuk & Shebeko, 1993). That representation is an extension of the Siegert
theorem, in which, the amplitude of interest is expressed through the Fourier transforms of
electric (magnetic) field strengths and the generalized electric (magnetic) dipole moments
of hadronic system. It allows us to retain the GI in the course of inevitably approximate
calculations.

5 In Eqs. (140) 7. is the projection operator on the subspace Hay € H spanned on the two-clothed-nucleon
states |2N) = b bt |Q)

6 Of course, all nucleon polarization labels are implied here together with necessary summations over
them in Eq. (141) and so on
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5. Summary

We propose a constructive way of ensuring the RI in QFT with cutoffs in momentum space.
In contrast to the traditional approach, where the generators of I1 are determined as the
Nother integrals of the energy-momentum tensor density , we do not utilize the Lagrangian
formalism so fruitful in case of local field models. Our purpose is to find these generators as
elements of the Lie algebra of IT starting from the total Hamiltonian whose interaction density
in the Dirac picture includes a Lorentz-scalar part Hsc(x). Respectively, the algebraic aspect
of the RI as a whole for the present exploration with the so-called instant form of relativistic
dynamics is of paramount importance.

In the context, using purely algebraic means the boost generators can be decomposed
into the Belinfante operator built of Hsc and the operator which accumulates the chain of
recursive relations in the second and higher orders in Hy;sc. Thereby, it becomes clear that the
Poincaré commutations are not fulfilled if the Hamiltonian does not contain some additional
ingredients, which we call the mass renormalization terms, though beyond local field models
such a terminology looks rather conventional. The UCT method enables us to determine the
corresponding operators including their nonlocal extensions that satisfy the requirements of
special relativity and preserve certain continuity with local QFTs.

We see that our approach is sufficiently flexible being applied not merely to local field models
including ones with derivative couplings and spins j > 1. Within the approach all interactions
constructed are responsible for physical (not virtual) processes in a given system of interacting
fields. Such interactions are Hermitian and energy independent including the off-energy-shell
and recoil effects (the latter in all orders of the 1/c? - expansion). In particular, we have
managed to build up a new family such interactions in the system of 77—, #—, p—, w—, 6—and o -
mesons and nucleons. Besides, the interaction operators for processes of the type NN — NN,
N — N, and NN <+ wNN are derived on one and the same physical footing.

After constructing the interaction operators in the CPR we express the conventional S matrix
through the clothed-particle interactions and states that simplifies the initial field-theoretical
task. It becomes possible owing to the isomorphism between the a-algebra with the bare
vacuum and the ac-algebra with the physical vacuum when, first, the requirement iii) is
fulfilled and, second, the R - generators of unitary clothing transformations in the Dirac
picture come to zero in the distant past and future (see our talk in Durham (Shebeko, 2004)).

In the course of our current work we are trying to understand to what extent the deuteron
quenching in flight affects the deuteron electromagnetic form factors. In our opinion, the
exposed approach has promising prospects, e.g., in the theory of decaying states (after
evident refinements), certainly in quantum electrodynamics and, we believe, in quantum
chromodynamics. Such endeavors are under way.

At last, we offer not only a fresh look at constructing the interactions in question but also a
nonstandard renormalization procedure in relativistic quantum field theory. In this context,
let us remind the prophetic words by Dirac (Dirac, 1963): “I am inclined to suspect that
renormalization theory is something that will not survive in the future, and the remarkable
agreement between theory and experiment should be looked on as a fluke”.
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1. Introduction

Non-perturbative solutions of quantum field theory represent opportunities and challenges
that span particle physics and nuclear physics. Increasingly, it is also gaining attention
in condensed matter physics. Fundamental understanding of, among others, the phase
structure of strongly interacting systems, the spin structure of the proton, the neutron
electromagnetic form factor, and the generalized parton distributions of the baryons should
emerge from results derived from a non-perturbative light-front Hamiltonian approach. The
light-front Hamiltonian quantized within a basis function approach as described here offers a
promising avenue that capitalizes on theoretical and computational achievements in quantum
many-body theory over the past decade.

By way of background, one notes that Hamiltonian light-front field theory in a discretized
momentum basis (1) and in transverse lattice approaches (2; 3) have shown significant
promise. I outline here a Hamiltonian basis function approach following Refs. (4-10)
that exploits recent advances in solving the non-relativistic strongly interacting nuclear
many-body problem (11; 12). There are many issues faced in common - i.e. how to (1)
define the Hamiltonian; (2) renormalize for the available finite spaces while preserving all
symmetries; (3) solve for eigenvalues and eigenvectors; (4) evaluate experimental observables;
and, (5) take the continuum limit.

I begin with a brief overview of recent advances in solving light nuclei with realistic
nucleon-nucleon (NN) and three-nucleon (NNN) interactions using ab initio no-core
methods. After reviewing some advances with two-dimensional theories, I outline a
basis function approach suitable for light front gauge theories including the issues of
renormalization/regularization. I present an introduction to the approach for cavity-mode
QED, to systems in the absence of an external cavity and I discuss its extension to QCD.

2. No Core Shell Model (NCSM) and No Core Full Configuration (NCFC) methods

To solve for the properties of self-bound strongly interacting systems, such as nuclei, with
realistic Hamiltonians, one faces immense theoretical and computational challenges. Recently,
ab initio approaches have been developed that treat all the nucleons on an equal footing,
preserve all the underlying symmetries and converge to the exact result given sufficient
computational effort. The basis function approach (11; 12) is one of several methods shown
to be successful. The primary advantages are its flexibility for choosing the Hamiltonian, the
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method of renormalization/regularization and the basis space. These advantages support the
adoption of the basis function approach in light-front quantum field theory.

Refs. (11; 13-18) and (12; 19; 20) provide examples of the recent advances in the ab initio
NCSM and NCEFC, respectively. The NCSM adopts a renormalization method that provides
an effective interaction dependent on the chosen many-body basis space (e.g. on the
harmonic oscillator length scale) and on its cutoff (N;;ax below). The NCFC either retains the
un-renormalized interaction or adopts a basis-space independent renormalization so that the
exact results are obtained either by using a sufficiently large basis space or by extrapolation
to the infinite matrix limit. Recent results for the NCSM employ realistic nucleon-nucleon
(NN) and three-nucleon (NNN) interactions derived from chiral effective field theory to solve
nuclei with Atomic Numbers 10-13 (15) and Atomic Number 14 (17). For an overview of
the NCSM including applications to reactions and to effective interactions with a core, see
Ref. (18). Recent results for the NCFC feature a realistic NN interaction that is sufficiently
soft that binding energies and spectra from a sequence of finite matrix solutions may be
extrapolated to the infinite matrix limit (20). Experimental binding energies, spectra, magnetic
moments and Gamow-Teller transition rates are well-reproduced in both the NCSM and
NCFC approaches. Convergence of long range observables such as the RMS radius and the
electric quadrupole are more challenging since they are sensitive to the exponential tails of the
nuclear wavefunctions.

It is important to note two recent analytical and technical advances. First, non-perturbative
renormalization has been developed to accompany these basis-space methods and their
success is impressive. Several schemes have emerged and current research focuses on
understanding of the scheme-dependence of convergence rates. Among the many issues
to consider, I note that different observables converge at different rates (19) even within a
fixed scheme. Second, large scale calculations are performed on leadership-class parallel
computers to solve for the low-lying eigenstates and eigenvectors and to evaluate a suite
of experimental observables. Low-lying solutions for matrices of basis-space dimension
10-billion on 215,000 cores with a 5-hour run is the current record. However, one expects
these limits to continue growing as the techniques are evolving rapidly (16) and the computers
are also growing dramatically. Matrices with dimensions in the several tens of billions will
soon be solvable with strong interaction Hamiltonians. Note, however, that it is not simply
the matrix dimension that controls the level of the computational challenge but a set of
issues that includes the sparsity of the Hamiltonian matrix (which depends dramatically on
whether NNN interactions are employed), the density of the eigenvalue spectrum, the range
of excitation energies desired, etc.

In a NCSM or NCFC application, one adopts a 3D harmonic oscillator (HO) with HO energy
w (using i = 1 units) for all the particles in the nucleus, treats the neutrons and protons
independently, and generates a many-fermion basis space that includes the lowest oscillator
configurations as well as all those generated by allowing up to Ny oscillator quanta of
excitations. The single-particle states specify the orbital angular momentum projection and
the basis is referred to as the m-scheme basis. For the NCSM one also selects a renormalization
scheme linked to the basis truncation while in the NCFC the renormalization is either absent or
of a type that retains the infinite matrix problem. In the NCFC case (12), one either proceeds
to a sufficiently large basis that converged results are obtained (if that is computationally
feasible) or extrapolates to the continuum limit as I now illustrate.
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Fig. 1. (Color online) Calculated ground state (gs) energy of 12C for Nyax = 2—10 (symbols)
at selected values of w indicated in the legend. For each w, the results are fit to an
exponential plus a constant, the asymptote, constrained to be the same for all w(12).
Horizontal lines indicate the experimental gs and the NCFC result (uncertainty = 0.5 MeV).

I show in Fig. 1 results for the ground state (gs) of 12 as a function of N,y obtained with a
realistic NN interaction, JISP16 (14). The smooth curves portray fits that achieve asymptotic
independence of Ny;zx and w. The NCFC gs energy (the common asymptote) of —94.5 MeV
indicates ~ 3% overbinding. The assessed uncertainty in the NCFC resultis 0.5 MeV indicated
in parenthesis in the figure. The largest 12¢ calculations correspond to Ny = 10, with a
matrix dimension near 8 billion. Nj;;x = 12 produces a matrix dimension near 81 billion
which we hope to solve in the future.

In order to further illustrate the successes of the ab initio NCSM, I display in Fig. 2 the
natural-parity excitation spectra of four nuclei in the middle of the Op—shell with both the
NN and the NN+NNN effective interactions from YEFT (15). Overall, the NNN interaction
contributes significantly to improve theory in comparison with experiment. This is especially
well-demonstrated in the odd mass nuclei for the lowest, few excited states. The case of the
g.s. spin of 1B and its sensitivity to the presence of the NNN interaction is clearly evident.
The results of numerous ab initio NCSM applications not only show good convergence with
regard to increasing size of the basis space but also have reproduced known properties of
Op-shell nuclei (nuclei up to 160) as well as explained existing puzzles and made predictions
of, as yet, unexplained nuclear phenomena. I cite another prominent example to illustrate this
point.

We recently evaluated the Gamow-Teller (GT) matrix element for the beta decay of 4c,
including the effect of chiral NNN forces (17). These investigations showed that the very
long lifetime for *C arises from a cancellation between Op-shell NN-and NNN-interaction
contributions to the GT matrix element, as shown in Figure 3. The net result is a GT matrix
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Fig. 2. States dominated by Op-shell configurations for 10, 118, 12C and 13C calculated at
Nmax = 6 using Q) = 15 MeV (14 MeV for 1OB). Most of the eigenstates are isospin T=0 or
1/2, the isospin label is explicitly shown only for states with T=1 or 3/2. The excitation
energy scales are in MeV (adopted from Ref (15)).

element close to zero (final point of the green curve in the lower half of Fig. 3) which is far
more consistent with the 5730 year halflife of 1*C. The same calculations show that including
the NNN-interactions also bring the binding energies of 1*C and N into closer agreement
with experiment. These A=14 beta decay results were obtained in the largest basis space
achieved to date with NNN interactions, Nmax = 8, or approximately one billion m-scheme
configurations.

Other noteworthy results include calculations for 1?C explaining the measured 2C B(M1)
transition from the g.s. to the (11,1) state at 15.11 MeV and showing more than a factor
of 2 enhancement arising from the NNN interaction (13). Neutrino elastic and inelastic
cross sections on 2C were shown to be similarly sensitive to the NNN interaction and their
contributions significantly improve agreement with experiment (13). Working in collaboration
with experimentalists, we uncovered a puzzle in the GT-excited state strengths in A=14
nuclei (21). Its resolution may lie in the role of intruder-state admixtures, but this will require
further work.

In addition to numerous successful applications to spectra and electroweak transitions in light
nuclei, major efforts are underway to develop extensions to ab initio nuclear reactions(18).
Key motivations include the goal to further refine our understanding of the fundamental
strong interactions among the constituent nucleons and to provide, at the same time, accurate
predictions of crucial reaction rates for nuclear astrophysics.

An ab initio approach to nuclear reactions based on the NCSM requires a precise treatment
of the wave-function asymptotics and the coupling to the continuum. These requirements
have led to a new approach, the ab initio NCSM/RGM (22; 23), capable of simultaneously
describing both bound and scattering states in light nuclei, by combining the resonating-group
method (RGM) (24) with the ab initio NCSM. The RGM is a microscopic cluster technique
based on the use of A-nucleon Hamiltonians, with fully anti-symmetric many-body wave
functions built assuming that the nucleons are grouped into clusters. By combining the NCSM
with the RGM, one complements the ability of the RGM to deal with scattering and reactions
with the utilization of realistic interactions and a consistent ab initio microscopic description of
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Fig. 3. (Color online) Contributions to the 4C beta decay matrix element as a function of the
3D harmonic oscillator shell in the basis space when the nuclear structure is described by the
XEFT interaction (adopted from Ref. (17)). Top panel displays the contributions with (two
right bars, the red and green, of each triplet) and without (leftmost bar, the blue bar, of each
triplet) the NNN force at Npmax = 8. Contributions are summed within each shell to yield a
total for that shell. The bottom panel displays the running sum of the GT contributions over
the shells with the same color coding scheme. Two reasonable choices for coupling constants
(red and green components of the histogram and lines) in the NNN-interaction lead to
similar strong suppression of the GT matrix element. Note, in particular, the
order-of-magnitude suppression of the Op-shell contributions arising from the NNN force.

the nucleonic clusters, while preserving important symmetries, including the Pauli exclusion
principle and translational invariance.

3. Light-front Hamiltonian field theory

It has long been known that light-front Hamiltonian quantum field theory has similarities
with non-relativistic quantum many-body theory and this has prompted applications with
established non-relativistic many-body methods (see Ref. (1) for a review). These applications
include theories in 1+1, 2+1 and 3+1 dimensions. Several of my efforts in 1+1 dimensions, in
collaboration with others, have focused on developing an understanding of how one detects
and characterizes phase transition phenomena in the Hamiltonian approach. To this end, I list
the following developments:
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Fig. 4. Expectation value of the square of the scalar field as a function of the coupling
constant A at light-front harmonic resolution K=55 for the lowest five excitations of two
dimensional ¢* in the broken phase (27). The pattern of transitions correspond to 5 states
falling with increasing A and crossing the 5 lowest states, thus replacing them and becoming
the new 5 lowest states. At selected values of A, the character of the lowest states is indicated
on the figure with the top level of each column signifying the nature of the lowest state.
Successive excited states are signified by the labels proceeding down the column. The letter
“K” represents “kink” while “KKK” represents “kink-antikink-kink”.

1. identification and characterization of the quantum kink solutions in the broken symmetry
phase of two dimensional 474 including the extraction of the vacuum energy and kink mass
that compare well with classical and semi - classical results (25);

2. detailed investigation of the strong coupling region of the topological sector of the
two-dimensional ¢* theory demonstrating that low-lying states with periodic boundary
conditions above the transition coupling are dominantly kink-antikink coherent states (26);

3. switching to anti-periodic boundary conditions in the strong coupling region of the
topological sector of the two-dimensional ¢* theory and demonstrating that low-lying
states above the critical coupling are dominantly kink-antikink-kink states as well as
presenting evidence for the onset of kink condensation(27). Fig. 4 presents the
detailed transition of the lowest 5 mass eigenstates in the broken phase from kink to
kink-antikink-kink structure over a narrow range in the coupling. Increasing the resolution
K shrinks the range in coupling over which the transitions occur.

More recently, full-fledged applications to gauge theories in 3+1 dimensions have appeared
along with roadmaps for addressing QCD. A brief summary of some of the major
developments in 3+1 dimensional Hamiltonian light front field theory includes the solutions
of:

1. light-front QED wave equations for the electron plus electron-photon system (28-30)

2. simplified gauge theories with a transverse lattice (2; 3; 31)
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3. Hamiltonian QED for the electron plus electron-photon system in a trap with a basis
function approach (4; 7; 8) that I discuss in the next section.

4. Hamiltonian QED for the electron plus electron-photon system without an external trap
that I also discuss in the next section(9; 10)

These successes open pathways for ambitious research programs to evaluate non-perturbative
amplitudes and to address the multitude of experimental phenomena that are conveniently
evaluated in a light-front quantized approach. As one important example, consider the
deeply virtual Compton scattering (DVCS) process which provides the opportunity to study
the 3-dimensional coordinate space structure of the hadrons. Recent efforts with model
3+1 dimensional light-front amplitudes (32) have shown that the Fourier spectra of DVCS
should reveal telltale diffractive patterns indicating detailed properties of the coordinate space
structure.

Additional applications include the non-perturbative regime of QED that future experiments
with ultra-strong pulsed lasers will explore, for example, looking for non-perturbative lepton
pair production (33-35). Yet another application resides with the strong time-dependent
QED fields generated in relativistic heavy-ion collisions where puzzling excesses of
electron-positron pairs have been observed (36; 37).

4. Basis light-front quantization applied to QED

We define our light-front coordinates as aF =20 +a8 1l = (xl, xz), where the variable x™

is light-front time and x~ is the longitudinal coordinate. We adopt xT =0, the “null plane”,
for our quantization surface. Here we adopt basis states for each constituent that consist
of transverse 2D harmonic oscillator (HO) states combined with discretized longitudinal
modes, plane waves, satisfying selected boundary conditions. This basis function approach
follows Refs. (4-6). Note that the choice of basis functions is arbitrary except for the standard
conditions of orthonormality and completeness. Adoption of this particular basis is consistent
with recent developments in AdS/QCD correspondence with QCD (38; 39).

The HO states are characterized by a principal quantum number #, orbital quantum number
m, and HO energy. Here we adopt the convention that Q) represents both the energy of the
transverse HO trap and the basis representation when the trap is present (i.e we match the
basis to the trap potential). To signal that the trap is absent we use w to represent the frequency
choice for the basis.

Working in momentum space, it is convenient to write the 2D oscillator as a function of the
dimensionless variable p = |p|/+/MQ), and My has units of mass. The orthonormalized HO
wave functions in polar coordinates (p, ¢) are then given in terms of the generalized Laguerre

polynomials, L‘nm‘ (PZ)/ by

q)nm P/ Pq’|”m>

! ol |m| 2/27 |m|
\/MOQ\/ |7’l’l‘+1/l) lpp e L ( ) (1)

with HO eigenvalues E; ,, = (2n + |m| + 1)Q). The HO wavefunctions have the same analytic
structure in both coordinate and momentum space, a feature reminiscent of a plane-wave
basis.
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The longitudinal modes, y, in our basis are defined for —L < x~ < L with periodic boundary
conditions for the photon and antiperiodic boundary conditions for the electron:

- T izkx
X )= —¢€1 , 2
Pr(x™) Vi )
where k = 1,2,3,... for periodic boundary conditions (we neglect the zero mode) and

k = %, %, %, ... for antiperiodic boundary conditions. The full 3D single-particle basis state

is defined by the product form

\Pk,n,m(x_/ 0, (P) = lpk(x_)q%l,m (P, (P)' 3

For illustrative purposes, we select a transverse mode with n = 1,m = 0 joined together with
the k = % longitudinal antiperiodic boundary condition mode of Eq. 2 and display slices of
the real part of this 3-D basis function at selected longitudinal coordinates, x~ in Fig. 5. For
comparison, we present a second example with box boundary conditions for the longitudinal
mode in Fig. 6. Our purpose in presenting both Figs. 5 and 6 is to suggest the richness,
flexibility and economy of texture available for solutions in a basis function approach.

Next, we introduce the total invariant mass-squared M? for the low-lying physical states in
terms of a Hamiltonian H times a dimensionless integer for the total light-front momentum K

M?+P, P, — M?+const =PTP~ = KH (4)

where we absorb the constant into M2. For simplicity, the transverse functions for both
the electron and the photon were taken as eigenmodes of the external trap in our initial
application (7) which we discuss here (below, we present results with the external trap
removed). The noninteracting Hamiltonian Hy = 2MyP;~ for this system with a trap is then
defined by the sum of the occupied modes 7 in each many-parton state:

HO ’ (5)

_ 2MyQ y 2n; + |my| + 1+ m? / (2MpQ)

K i Xi
where 17; is the mass of the parton i. The photon mass is set to zero throughout this work
and the electron mass 77, is set at the physical mass 0.511 MeV in our nonrenormalized

calculations. We also set My = 1.

The light-front QED Hamiltonian interaction terms we need are the electron to
electron-photon vertex, given as

Versey = g/ dx+d2xL?(x)'yV‘F(x)Ay(x) , (6)
x+t=0
and the instantaneous electron-photon interaction,
82 2. § e
Veysey = & /dx+d xg Yy A, — (VALY , (7)
2. iot =0

where the coupling constant g2 = 47ta, and « is the fine structure constant. The nonspinflip
vertex terms of Eq.(6) are « M), whereas spinflip terms are o \/MyQmi,. Selecting the initial
state electron helicity in the single electron sector always as “up” the process e — e+ is nonzero
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Fig. 5. (color online) Transverse sections of the real part of a 3-D basis function involving a
2-D harmonic oscillator and a longitudinal mode of Eq. 2 with antiperiodic boundary
conditions. The quantum numbers for this basis function are given in the legend. The basis
function is shown for the full range —L < x~ < L (adapted from Ref. (4)).

for three out of eight helicity combinations, and the process ey — e7 is nonzero only with all
four spin projections aligned (two out of 16 combinations), resulting in a sparse matrix.

We implement a symmetry constraint for the basis by fixing the total angular momentum
projection J; = M+ S = %, where M = Y, m; is the total azimuthal quantum number, and
S = ) s; the total spin projection along the x~ direction. For cutoffs, we select the total
light-front momentum, K, and the maximum total quanta allowed in the transverse mode of
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k=1, n=0, m=3

e

p

Fig. 6. (color online) Transverse sections of a 3-D basis function involving a 2-D harmonic
oscillator and a longitudinal mode with box boundary conditions (wavefunction vanishes at
£L). The quantum numbers for this basis function are given in the legend. The basis function
is shown for positive values of x~ and is antisymmetric with respect to x~ = 0 (adapted
from Ref. (4)).

each one or two-parton state, Nyax, such that

Yxi=1= %in, ®)

1

Y 2n; + |mj| +1 < Niax, ©)
i

where, for example, k; defines the longitudinal modes of Eq.(2) for the i parton. Equation
(8) signifies total light-front momentum conservation written in terms of boost-invariant
momentum fractions, x;. Since we employ a mix of boundary conditions and all states have
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Fig. 7. (color online). Eigenvalues (multiplied by K) for a nonrenormalized light-front QED
Hamiltonian for an electron in an external trap with QO = 0.05 MeV which includes the
electron-photon vertex and the instantaneous electron-photon interaction. The cutoffs for the
basis space dimensions are selected such that K increases simultaneously with the Ny y.

half-integer total K, we will quote K values rounded downwards for convenience, except
when the precise value is required.

In our approach, the HO parameters (2, M, the electron mass m,, and the total longitudinal
momentum K appear as prefactors for the matrix elements in the Hamiltonian. Therefore, we
can rather straightforwardly vary the size of the Hamiltonian matrix by keeping Ny fixed,
and changing K alone. This facilitates examination of the convergence rates at each value of
Nimax.

In our initial applications, we focus on QED and consider a system including only |e) and
ley) sectors in a transverse scalar harmonic trap (7) and, more recently, in the absence of the
external trap (10; 40). Both of these setups, once the Fock space is extended, will be useful for
addressing a range of strong field QED problems such as electron-positron pair production in
relativistic heavy-ion collisions and with ultra-strong pulsed lasers planned for the future. We
adopt the sector dependent non-perturbative renormalization scheme (41).

In Fig. 7 we show the eigenvalues (multiplied by K) for a nonrenormalized light-front QED
Hamiltonian given in Eqs.(5,6,7), with fixed () = 0.05 MeV and simultaneously increasing K
and Nj;ax. The resulting dimension of the Hamiltonian matrix increases rapidly. For Nyax =
K = 2,10, and 20, the dimensions of the corresponding symmetric d x d matrices are d =
2, 1670, and 26 990, respectively.

The number of the single electron basis states, considering all the symmetries, increases slowly
with increasing Njox = K cutoff. For Ny, = K = 2,10, and 20 the number of single
electron basis states is 1,5, and 10, respectively. Our lowest-lying eigenvalue corresponds
to a solution dominated by the electron with n = m = 0. The ordering of excited states, due
to significant interaction mixing, does not always follow the highly degenerate unperturbed
spectrum of Eq.(5). States dominated by spin-flipped electron-photon components are evident
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in the solutions. Nevertheless, the lowest-lying eigenvalues appear with nearly harmonic
separations in Fig. 7 as would be expected at the coupling of QED. The multiplicity of the
higher eigenstates increases rapidly with increasing Nj;x = K and the states exhibit stronger
mixing with other states than the lowest-lying states. In principle, the electron-photon
basis states interact directly with each other in leading order through the instantaneous
electron-photon interaction, but numerically the effect of this interaction is very weak,
and thus does not contribute significantly to the mixing. Even though we work within a
Fock-space approach, our numerical results should approximate the lowest order perturbative
QED results for sufficiently weak external field.

In the most recent application to QED, we still retain the truncated basis including only |e)
and |ey) sectors as in Ref. (7). However, we introduce major extensions and improvements.
For a more complete description, I refer to the paper by Zhao, et al. (10) and to a separate
paper (40). Here, I simply list a few of the key extensions and improvements.

1. In order to expand the range of applications, we extend the application of BLFQ to a free
space system by omitting the external transverse trap.

2. In order to improve computational efficiency and numerical precision, we replace
numerical integrations previously used in Ref. (7) to evaluate matrix elements of QED
interaction vertices with newly-developed analytic methods.

3. To achieve improved convergence, we allow the HO basis length scale to be fixed
separately in each Fock sector which allows a more efficient treatment of the transverse
center-of-momentum degree of freedom.

4. We correct the evaluation of the anomalous magnetic moment a4, and a factor appearing in
the vertex matrix elements. These corrections go in opposing directions for the previously
evaluated g, in an external trap (7) and updated results will be provided in a separate

paper (40).

5. Results for electron anomalous magnetic moment 4,

With the methods and improvements summarized in Secs. 3 and 4, we evaluate and
diagonalize the light-front QED Hamiltonian in |e¢) and |ey) sectors without the external
transverse trap and evaluate g, from the resulting light-front amplitude for the lowest mass
eigenstate.

In Ref. (7) the electron anomalous magnetic moment was approximated (based on
non-relativistic quantum mechanics) by the squared modulus of the helicity-flip (for the
constituent electron) components of the eigenstates. The precise definition of the electron
anomalous magnetic moment in relativistic QED is a,, the electron Pauli form factor F,
evaluated at momentum transfer g> — 0 (42),

a, = &= = lim F(q%). (10)

In BLFQ the 4, can be calculated by sandwiching the operator corresponding to F,(0) with the
solution for the ground state for the electron with opposing helicities,
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Here (e7y,i'|F2(0)|e7, i) is the matrix element of the Pauli form factor in the BLFQ basis. The

(e, i |‘I’ET<“> is the wavefunction of a physical electron with helicity up (down) in the |e7)
sector (the only sector contributing to 4, in our truncated basis). The i denotes a complete
set of quantum numbers. Although Eq.(11) involves two electron eigenstates with opposite
helicities, in practice one needs only to solve for one of them and infer the other by exploiting
the parity symmetry in light-front QED (43). The explicit expression for {(e7y,i'|F,(0)|e7y, i) and
the exact relation between (e, 1|‘I’ET> and (e, 1|‘I’el> will be reported in a later work (40).

In this work without the external trap we reduce the QED coupling constant a by a factor of
10* in order to reduce higher order effects and facilitate comparison with a, from perturbation
theory (44). In addition, we omit the instantaneous electron exchange vertex for the same
reason.

We define our basis space with total longitudinal momentum K=80 which we found adequate
for the present application but will be extended in the future. In fact, the results presented
in Ref. (10) already extend the basis to K=160. Furthermore, we use 2D HO single-particle
states with frequencies w ranging from 0.01MeV to 1.4MeV. These w’s bracket the electron
mass 1m,=0.511 MeV, the only scale-setting parameter in the QED Hamiltonian. At each w we
calculate g, with Npmax in the range of 10 to 118 to map out its convergence behavior with
increasing Nmax. Larger Nmax translates to a larger basis with higher effective ultraviolet
cutoff and lower effective infrared cutoff in the transverse plane. We expect that, with
increasing Nmax, the results more closely approximate the Schwinger result. The rate of
convergence may be different for different w’s, depending on a,’s sensitivity to the effective
cutoffs of the basis space. Our results agree with this expectation and approach the Schwinger
result uniformly as Nmax increases with increments of 4.

In Fig. 8 I present the results evaluated with w=0.1MeV. For comparison, see the results
in Ref. (10) at w=0.02MeV and w=0.5MeV. For each w the results exhibit a simple pattern
with increasing Nmax: the results with even Nmax/2 are systematically larger than those
with odd Nmax/2 so that the former and the latter separate into two individual groups.
Within each group the results define a trend which is understandable by analysis of the
perturbative calculation in light-front QED (10; 39; 40). Other features of these results are
similarly understandable (10; 40).

The data points in Fig. 8 appear to define straight lines as a function of 1/+/Nmax as can be seen
by the linear fits to all the points shown (solid lines). We can therefore easily extrapolate to
the limit of no basis truncation (Nmax — ©0) where we expect to recover the Schwinger result.
Indeed as seen in Fig. 8 the lines converge close to the Schwinger result in this limit. Their
intercepts at 1/ Nmax=0 are: 0.1131(1.0%) and 0.1133(1.4%) for even Nmax/2 and odd Nmax/2,
respectively. The percentages in the parenthesis are their corresponding relative deviation

from the Schwinger result, % = ﬁzs—}ﬁ ~0.012665.
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Fig. 8. (Color online) Anomalous magnetic moment of the electron calculated in BLFQ
compared to the Schwinger result (44). The vertical axis is the square root of anomalous

magnetic moment normalized to electron charge, ¢, so the Schwinger value is

81? = 0.11254. The horizontal axis is the square root of the reciprocal of Niax. Symbols are

for the BLFQ results. Squares: even Nmax/2; circles: odd Nmax/2. The HO frequency for the
basis is 0.1 MeV as indicated in the legend. The lines are linear extrapolations of BLFQ results
based on all the points shown which span Nyax = 10 — 118

What is not so apparent from a visual inspection of Fig. 8 is the fact that the extrapolated
values come closer to the Schwinger result if one limits the linear fit to results for only
the larger values of Nmax. For example, if the linear fit is performed for Nmax > 64 the
extrapolated values improve to 0.1129(0.7%) and 0.1130(0.9%) for even Nmax/2 and odd
Nmax /2, respectively. Continuing this avenue of investigation, if the linear fit is performed
only for results with Nmax > 100 the extrapolated values improve to 0.1128(0.4%) and
0.1129(0.6%) for even Nmax/2 and odd Nmax/2, respectively. This is an encouraging sign
of expected systematic improvement with increasing Nmax.

What is also important to note is that these results are systematically improvable. We will
extend the calculations to larger K and Nmax values to further improve accuracy and reduce
extrapolation uncertainties. That is, we will evaluate additional results in regions where they

are expected to scale more accurately as a function of 4/ ﬁ In order to compare with the
perturbative result for a, with the rescaling as shown in Fig. 8 (i.e. to achieve results for %) it
is also advantageous to further decrease the fine structure constant below 10~*a, the value for

the results presented here.
6. Conclusion

The recent history of light-front Hamiltonian field theory features many advances that pave
the way for non-perturbative solutions of gauge theories. The goal is to evaluate the light-front
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amplitudes for strongly interacting composite systems and predict experimental observables.
High precision tests of the Standard Model may be envisioned as well as applications to
theories beyond the Standard Model.

We can extend the BLFQ approach to QCD by implementing the SU(3) color degree of freedom
for each parton - 3 colors for each fermion and 8 for each boson. We have investigated two
methods for implementing the global color singlet constraint and we illustrate the resulting
multiplicity of color configurations for each space-spin configuration in Fig. 9. In the first
case, we follow Ref. (45) by constraining all color components to have zero color projection
and adding a Lagrange multiplier term to the Hamiltonian to select global color singlet
eigenstates. This produces the upper curves in each panel of Fig. 9. In the second case,
we restrict the basis space to global color singlets (4-6; 46). The second method produces
the lower curves in each panel of Fig. 9 and shows a factor of 30-40 lower many-parton
basis space dimension at the cost of increased computation time for matrix elements. Either
implementation provides an exact treatment of the global color symmetry constraint but the
use of the second method provides overall more efficient use of computational resources.
Nevertheless, the computational requirements of this approach are substantial, and we foresee
extensive use of leadership-class computers to obtain practical results.
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Fig. 9. (color online) Number of color space states that apply to each space-spin configuration
of selected multi-parton states for two methods of enumerating the color basis states. The

upper curves are counts of all color configurations with zero color projection. The lower
curves are counts of global color singlets (adapted from Ref. (4)).
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I would like to close by mentioning that we are extending the QED application in several
directions. One specific goal is to include the capability for treating strong time-dependent
laser pulses to address non-perturbative QED processes (35). In addition, we are launching
an initial effort to evaluate the properties of charmonium in a BLFQ treatment of QCD with
a first application to the heavy-quarkonia sector leading to predictions for the hybrid states
(states dominated by g-gbar-glue configurations).
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1. Introduction

It is commonplace in Quantum Field Theory (QFT) that a QFT with higher (time) derivatives
is believed to be doomed from the point of view of physics, because of ghosts or states of
negative norm, and thus it should be dismissed. The standard reference is the very old result
(known in the literature as the Ostrogradski theorem (1)) claiming a linear instability in any
Hamiltonian system associated with the Lagrangian having the higher (ie. more than one)
time derivative that cannot be eliminated by partial integration.

The key point of the Ostrogradski method (1) is a canonical quantization of the clasically
equivalent theory without higher derivatives via considering the higher derivatives of the
initial coordinates as the independent variables.

The interest in the higher-derivative QFT was recently revived due to some novel
developments in the gravitational theory, related to the so-called f(R)-gravity theories — see
eg., ref. (2) for areview. The f(R) gravity theories are defined by replacing the scalar curvature
R in the Einstein action by a function f(R). The f(R) gravity theories give the self-consistent
non-trivial alternative to the standard A-CDM Model of Cosmology, by providing the
geometrical phenomenological description of inflation in the early universe and Dark Energy
in the present universe. Despite of the apparent presence of the higher derivatives, a classical
f(R) gravity theory can be free of ghosts and tachyons. A supersymmetric extension of f(R)
gravity was recently constructed in superspace (3).

Already the simplest model of (R + R?) gravity (4) is known as the viable model of chaotic
inflation, because it is consistent with the recent WMAP measurements of the Cosmic
Macrowave Background (CMB) radiation (5). Its supersymmetric extension was recently
constructed in refs. (6; 7).

On the one side, any quadratically generated (with respect to the curvature) quantum theory
of gravity has ghosts in its perturbative quantum propagator (8). However, on the other side,
any f(R) gravity theory is known to be classically equivalent to the scalar-tensor gravity (ie.
to the usual quintessence) (9-11), while the stability conditions in the f(R) gravity ensure the
ghost-and-tachyon-freedom of the classically equivalent quintessence theory (12; 13). It now
appears that in some cases the presence of the higher derivatives may be harmless (14). It also
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gives rise to the non-trivial natural question of how to make sense out of the quantized f(R)
gravity?

The f(R) gravity theories are just the particular case of the higher-derivative quantum gravity
theories which have been investigated in the past. They were found to be renormalizable
(15) and asymptotically free (16). A generic higher-derivative gravity suffers, however,
from the presence of ghosts and states of negative norm which apparently spoil those QFT
from physical applications. However, the issue of ghosts and their physical interpretation
deserves a more detailed study. The complexity of the higher-derivative gravity is the
formidable technical obstacle for that. It is, therefore, of interest to consider simpler QFT
as the toy-models.

Similar features (like renormalizability and asymptotic freedom) exhibit the quantum
Non-Linear Sigma-Models with higher derivatives, which have striking similarities to the
higher-derivative quantum gravity (17-19). However, even those QFT are too complicated
because of their high degree of non-linearity.

Perhaps, the simplest toy-model is given by the Pais-Uhlenbeck (PU) quantum oscillator in
Quantum Mechanics (20). As was demonstrated by Hawking and Hertog (21), it may be
possible to give physical meaning to the Euclidean path integral of the PU oscillator, as the set
of consistent rules for calculation of observables, even when “living with ghosts”. The basic
idea of ref. (21) is to abandom unitarity, while never producing and observing negative norm
states.

The idea of Hawking and Hertog found further support in refs. (22; 23) where the physical
propagator of the PU oscillator was calculated by using the van Vleck-Pauli approach (the
saddle point method for the Euclidean path integral) and Forman’s theorem (24). In this
Chapter we systematically review the classical and quantum theory of the PU oscillator from
the first principles, along the lines of refs. (14; 21-23).

2. Ostrogradski method with higher derivatives

Consider a one-dimensional mechanical system with the action
Slq] = /df L(q,Dq,---,D"q) 2.1)

in terms of the Lagrange function L of 4(t) and its time derivatives, where n > 2 and D = %.
The Euler-Lagrange equation reads

Z)(—D)ia(Diq) =0 2.2)

The Ostrogradski method (1) gives the Hamiltonian formulation of the higher derivative
Lagrange formulation by introducing more independent variables.

The independent generalized coordinates Q; are defined by

Q; =Dy (i=1,--,n) (2.3)



Quantizing with a Higher Time Derivative 51

The generalized momentum Py, is defined by

oL
3(D"g)| o1

Dlg=A

=P, (2.4)

There are n + 1 independent variables {Q1, - - - , Qu, P, } that are in correspondence to the n + 1
variables {D, - - - ,D"q} of the higher derivative action (2.1).

By solving eq.(2.4) with respect to A = D" (assuming that it is possible), one gets
:A(Qll /Q?I/Pn) (25)

Therefore, the Lagrange dynamics can be represented in terms of the n + 1 independent
variables {Q1,---,Qu, Py} as

LZL(QI/"'/QVUA(QII"'rQann)) (2.6)

A Legendre transformation is used to pass from the Lagrange formulation to the Hamiltonian
one. With the generalized coordinates {Q1, -+, Qn} and the generalized momentum P, as
the independent variables, the total differential of the Lagrangian is given by

— i aiL dQ; + P,dA
j=1 a(Df'*lq) D;lﬂ:fi / "
q
_ oL —_—d dA
_ai Q1+Z Djl Q]"Fpn
n . oL n—1 oL
71
= d —d P,dA
P LV S 1t b apig Yt
(2.7)
where we have used egs. (2.2) and (2.4), and
" 9A JdA
Let us now define the n — 1 generalized momenta as
1 .. dL
_y(-py-i Ok i=1-n-1 29)
Eoorgy o=
They satisfy the relations
oL
=P, + DP; 2.10
a(qu) it i+1 ( )
Therefore, eq. (2.7) can be rewritten to the form
n—1 n n
d| Y P(DQ;)+P,A—L| =-Y (DP)dQ; + ) (DQ;)dP; (2.11)
i=1 i=1 i=1
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Equation (2.11) gives rise to the Hamiltonian in the form

n—1
H=) P(DQj)+PA—-L (2.12)
j=1

The Hamilton equations of motion are given by

_0H _ 9H

DQ; (2.13)

3. PU oscillator

The PU oscillator (20) is an extension of the harmonic oscillator with the higher time
derivatives, and is the particular case of the higher-derivative theory introduced in Sec. 2.
The special features of the PU opscilator are
(i) the equation of motion is linear:

F(D)g=0 (3.1)

where F is a linear differential operator;
(ii) the F is polynomial (with respect to D) with constant coefficients:

F(D) = faiDi (3.2)
i=0

where ag, - - - , a, are the real constants;
(iii) there is the time reversal invariance with respect to t — —t. Hence, the polynomial F has
only even powers of the time derivative D.

The Lagrangian of the one-dimensional PU oscillator reads

n

O
1=

ai

5 (D'g)? (ag # 0,a, # 0) (33)

where g; (i =0, - - ,n) are real constants. The Euler-Lagrange equation of motion is given by

0= (-D)|-aD'y

i=0
- i3 i
=—ap|) (-1)'-*D*|q (3.4)
i=0 o
Accordingly, the differential operator F(D) reads
F(D) = Y (-1)'--D* (3.5)
i=0 o

The equation of motion can be rewritten to the form

F(D)g=0 (3.6)
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The PU Lagrangian takes the form (up to a boundary term)

L=—24F(D)q (37

The differential operator F(D) can be brought to the factorized form

Hm_fﬁlﬁﬁ) (39)

where the constants w; (i =1, - - - ,n) are the solutions (roots) of the equation F(iw) = 0. Let
us introduce n new operators

n D2
Gi(D):H(H——Z) (i=1,---,n) (3.9)
A
and define the n generalized coordinates as
Q; =G;(D)q (i=1,---,n) (3.10)

Those generalized coordinates Q; are called harmonic coordinates. By using the harmonic
coordinates, the PU Euler-Lagrange eq. (3.6) can be rewitten to the n equations

2
P+94g:o (3.11)
wi

It means that the PU oscillator can be interpreted as #n harmonic oscillators. Accordingly, the
PU Lagrangian (3.7) can be rewritten to the form

- ay & D?
L:h§2mg0+—ﬁQf (3.12)
i=1 Wi

where the n constants #; have been introduced as

dF -1

2

- 2 1
771 (wl d(DZ) DZ_—wlz) (3 3)

To prove eq. (3.13), we first notice that it amounts to

i=1

By the definiton of G(D) in eq.(3.9) we have

2 2 - wj
Gi(0? =) =T1(1- 3 )
k=1 wi
k#i
n wz
= 5jj ( — —é) (3.15)
i wy
7
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so that
n
Y. 7Gi(D) =1 (3.16)
i=1
n n wz
Y 1iGi(D? = —w}) = m]’[( - %) =1 (3.17)
i=1 [ Wi
]

indeed. Therefore, the constants #; are given by
n w2\17!
o~ fi(-3)

Next, we prove that

= f[(1 - wi) (3.19)

By the use of eq.(3.8) we find

Il
M:
’*N‘ I
—_
+
N

Gi(D) (3.20)

so that

2
(1- —%) (3.21)

Equation (3.19) is now confirmed and, hence, via eq. (3.18) also eq. (3.13) follows.

In terms of the harmonic coordinates (3.10), the Lagrangian L,

- _%
L= —"4F(D)g
a 2
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with the constants 7; given by eq. (3.13), can be rewritten to the form

L= ni( ; (DQ))* ~ QF) (3.23)

||M:

\H
=N

a0
2 !
up to a boundary term.

The Lagrangian (3.23) is just a sum of the Lagrangians of n harmonic oscillators. Hence,
similarly to a free system of n particles, we can change the Lagrangian formulation into the
Hamiltonian formulation. We define the generalized momenta P; by taking the harmonic
coordinates Q; and the velocities DQ); as the Lagrange variables,

o
d(DQ;)
_ af]zi DQ; (i=1,---,n) (3.24)

i

P =

n
H =) P(DQ;)— (3.25)
i=1
Equations (3.23) and (3.24) imply
By (g Wi (3.26)
i—1 2001’],’ ! 2 !

By rescaling the harmonic coordinates and the generalized momenta as

Q; — 0; = YAoltil P, p, = “iVIilp (3.27)

i and

w; niv/ao '

we get the final Hamiltonian

I\)\*—‘

f’i B+ w?2G;) (3.28)

The presence of both positive and negative values of the constants #; in the Hamiltonian
implies both positive and negative values of energy. The constants #; are given by eq. (3.18).
If w; satisfy i < j = w; < wj, the constants #; are positive for the odd number i, and are
negative for the even number i. Therefore, the Hamiltonian is

,%i = 1(p + W20, ) (3.29)

This Hamiltonian can be interpreted as that of n harmonic oscillators, with the positive and
negative energy levels appearing alternatively. Because of that reason, the PU oscillator has
an instability (for any interaction). It is related to a possible ghost state of negative norm in PU
quantum theory (see Sec. 6). In what follows we consider the simplest case of PU oscillator
with n = 2 only.
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4. PU oscillator for n = 2: explicit results

Let us consider the Lagrangian

17/4d 2 2 dZ 2
L — 5 <£) —V(g) - % (dTZ) (where a # 0) (4.1)

with a scalar potential V(g). In the case of the PU oscillator, the potential V(g) is a quadratic
function of 4. Since the (mass) dimension of time is —1 (in the natural units i = ¢ = 1), the
dimension of the Lagrangian L is 1, the dimension of g is —1/2, and that of the constant « is
—1.

Let the trajectory g be a sum of the classical trajectory q.; and the displacement 4, ie. g =
qgc + 4, where the classical trajectory q,; is a solution to the equation of motion (EOM) with the
boundary conditions (21)

o q0)=4q0, q(T)=4qr, 4(0)=4qgo, 4(T)=4qr (4.2)
where the dots above stand for the time derivatives.

With the boundary conditions (4.2), the boundary condition of § is

o q0)=0, §(T)=0, 4(0)=0, §(T)=0 (4.3)
The action of q.; + § is given by

o T 1 22 o~ ~1 7! 062 =D
S[9c + 4] = S[qa] +/0 dt(gq = V(o + )+ V(qa) +4V'(qa) = 54 ) (4.4)

where we have introduced the notation

av
Vl(‘icl) = 4 (4.5)
T1g=qa

In eq.(4.4) the term V(g + §) — V(94) — GV’ (4q) represents the gap between the full action
S[q] and the classical action S[g;], which generically depends on both the classical trajectory
go; and the displacement 4. After expanding the scalar potential V' in Taylor series,

i i 1.
V(a +9) = V@) +4V'(a) + 5,8V (@a) + - (4.6)

we find that, when the second derivative V" is constant, the gap V(g +4) — V(94) — GV’ (4a1)
does not depend on the classical trajectory q,;. It is the case when the potential V is a quadratic
function of g, like the PU oscillator.

In the path integral quantization (sec. 7), the gap between the full action and the classical
action is a quantum effect. When the potential is a quadratic function (like that of the PU
oscillator), that quantum effect does depend on §, but does not depend on the classical
trajectory. In what follows, we only consider a quadratic function for the scalar potential
in the form

V(g) =74 47)
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ie. the scalar potential of a harmonic oscillator with the mass m > 0, The Lagrangian is given

by
mz 2 IXZ .2

1o
Lpy = ~? — —¢* — — 438
Pu= 549" " >4 (4.8)
The parameter &« measures a contribution of the second derivative to the harmonic oscillator.
Therefore, we can expect the classical trajectory to behave just like that of the harmonic

oscillator when a is small.

The Euler-Lagrange EOM of the Lagrangian (4.8) are given by eq.(2.2),

2 oL
"= L o)
= —m?q—§—aq (4.9)
or, equivalently,
(m2 +D? + tx2D4) g=0 (4.10)

It is not difficult to find clasical solutions to the EOM in eq. (4.10). When searching for the
classical trajectory in the oscillatory form g.; = exp(iAt), the EOM reads

(m2 — A%+ aW)eW =0 (4.11)
and, therefore, we have
/1 — 422

202
When A is real, the Lagrangian L PU) is an extension of the harmonic oscillator indeed.
Hence, we need the condition

0<am< % (4.13)

It means that the Lagrangina Lp;; has the oscillating solution which is similar to the trajectory
of the harmonic oscillator. A general solution reads

q(t) = Ay cos(Ayt) + By sin(Ayt) + A_cos(A_t) + B_sin(A_t) (4.14)

where A, B, A_, B_ are the integration constants, and

1F V1 —4a2m?
Ay — :FT (4.15)

The values of the constants (A4, B4+, A_, B_) are determined by the boundary conditions.

The Hamiltonian formulation for the Lagrangian (4.8) can be obtained by the Ostrogradski
method. The generalized coodinates and momenta are given in Sec. 2, ie.

oL oL
Q1=9g and Pl—a—q—Da—q,
oL

Q=49 and 2= 55 (4.16)
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which imply

Py =g+a*q
P = —a%j (4.17)

The Hamiltonian is given by eq.(2.12). ie.
H =P (DQ1)+PA-L

Loy 1, m
= Ple— 2[)(2P2 — §Q2+ 2 Q1 (418)
or, equivalently,
2 2
e Y 1o m o
H=a%44 — =4 + 54"+ 54 (4.19)

Since the Hamiltonian does not evolve with time, we can find the energy by substituting ¢(f)
of eq. (4.14) at t = Oiinto eq. (4.19), as well as q,4,j and 4 att = 0, ie.

g(0) = AL + A_

§(0) = ByAL +B_A_

§(0) = —A4 A2 —A_AZ (4.20)
§(0) = =B4A% —B_A%

It is now straightforward to calculate the Hamiltonian (4.19). We find

2 2
H = 2%4(0)1(0) ~ %4(0)* + 24(0)% + "3-4(0)" @21

= %/\i V1 —4a2m2(A% + B%) — %Az, V1 —402m2(A% + B%)

To get the Hamiltonian formulation in the harmonic coordinates, we begin with the EOM in
the form (4.10), whose differential operator F(D) is defined by

D*  a?D*
F(D)=1+ 5+~ (4.22)
It can be factorized as
(D) <1+ D2><1+ D2> (4.23)
F = — —_— )
A% A%
where A+ are given by eq. (4.15). Therefore, the harmonic coodinates are given by
D? D?
AL AL

The constants 7; of eq. (3.13) can be computed as follows. We have

dF 1 2a2D?
a2 ~ a2t T (4.25)
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so that

()
(:Ti (1-2a%A3 )>1
(=5
=t

idD
2
2

>

-1
+= - \/ 40421112)

PERVA 40(2
Therefore, the generalized momenta in eq. (3.24) are
2
m
Py = ;7 =DQ:
AL
4
=t DQ.

AV — 4a2m?

and the Hamiltonian is given by

A2 my;
H = I p2y "2
j=i< 2m2;7]»PJ + -0
: 4 2 2
~ A AT e <(DQ7) +A]Qf)
- ]

where we have substituted the classical solution (4.14).

The harmonic coodinates (4.24) read

A% A2
Q+ = A4 17— cos(Ayt) +By(1— =5 ) sin(Ast
AZ A%
A? A2
Q-=A_(1— = )cos(A_t)+B_(1— sin(A_t
22 N2
+ +
where
oM <L - L)
A2\ A2
A2
= im—jztx/l — 4a2m?

Hence, we find

)\2
Q+ = im% V1 —4a2m? <Ai cos(Axt) + B+ sin(Ait)>

(4.26)

4.27)

(4.28)

(4.29)

(4.30)

(4.31)

(4.32)
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Substituting them into the Hamiltonian (4.28), we get

H= 1Ai\/1 — 402m2(A% +B%) — %A% V1 —402m2(A% + B%) (4.33)

2

Equations (4.22) and (4.33) are the same. Therefore, we conclude that the Hamiltonian
formulation by the Ostrogradski method is consistent with the Hamiltonian formulation in
the harmonic coordinates, as they should.

The integration constants (A4, By) correspond to the harmonic oscillator with positive
energy, while the integration constants (A_, B_) correspond to the harmonic oscillator with
negative energy.

5. Boundary conditions and spectrum

Going back to the Lagrangian (4.8), let us consider its action over a finite time period T,

T
Slql = [t Leu (5.1)

with the trajectory g being a sum of the classical trajectory g.; and the displacement §, g =
go + 4. In quantum theory, the displacement 4 is a quantum coordinate. The action can be
rewritten as

T oo 3 ee T
Sla) = Slaal + 5101 = [ de (a4 g +02 )7+ [dad ~ P+ a1 52)
0

Here the first term is the action of the classical trajectory gq.;, and the second term is the action
of the quantum part 4. The integrand of the third term vanishes because the classical trajectory
is a solution of the (Euler-Lagrange) EOM. The fourth term depends on the boundary.
However, if the boundary condition on 4 is given by

4 §(0)=0, §(T)=0, §(0)=0, §(T)=0 (53)
the fourth term in eq. (5.2) also vanishes. That boundary condition is the same as that of
90 =q0, 4(T)=qr, 4(0)=do, 4(T)=4r (5.4)

which was proposed in ref. (21). The quantum action now takes the form

. T 1;2 m2 2 062 o
S[q]—/o dt (E" -1 *7q)

1 T 1 .
=, dtq(D2+m2+a2D4)q+ > [ﬁﬁ*ﬂczﬁﬂazw

T

0
(5.5)

where the (last) boundary term vanishes due to the boundary condition (5.3).

The boundary term in eq. (5.5) also vanishes by another boundary condition,

' §(0)=0, §(T)=0, §0)=0, §T)=0 (5.6)
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As a result, the action (5.5) takes the Gaussian form, which is quite appropriate for a path
integral quantization with the Gaussian functional

T
- % ; dt q(D2 +m? + a2D4)q (5.7)

Let us now compute the spectrum of the operator D? 4+ m? + a?D*. For this purpose, we need
to find the solutions u; to the eigenvalue equation
(D% + m?* + a®D*)uy(t) = kuy (t) (5.8)
with the eigenvalues k. A general solution is
u(t) = Aqcos(wyt) + Apsin(wt) + Agcos(w—_t) + Ay sin(w_t)

wi:\/1$\/1—4u;2(m2—k) (59)

2w

where A1, Ay, Az, Ay is the constants of integration. The function § can be expanded in terms
of Uy,

j= / dk g (1) (5.10)

The spectrum of k is now determined by appying the physical boundary conditions (5.3) or
(5.6) to uy in the form of eq. (5.9). Applying the boundary condition (5.3) at t = 0 yields

q(O) = A1 + A3 =0, 17(0) = Az&)+ + A4w, =0 (511)
The boundary condition (5.3) at = T then takes the form
§(T) = Ay cos(wiT) + Apsin(wy T) — Aq cos(w-T)
w4 .
—Ay— _T)=0
2 - sin(w_T)

§(T) = —Ajwy sin(wy T) + Apw cos(wy T)
+Ajw_sin(w_T) — Aywy cos(w-T) =0

In particular, the determinant of the matrix on the left side of this equation,
w_ [cos (w4 T) — cos(w- T)} w_sin(w4T) — w4 sin(w_T)
det
—wysin(wyT) +w_sin(wyT) wy [cos (w4 T) —cos(w-T)
2
=wiw_ {cos (w4 T) — cos(w- T)]

+wiw— {sin2 (w4 T) + sin® (w_ T)} — (W} + w? ) sin(w T) sin(w_T)

=2w w_ {1 — cos (w4 T) cos(w- T)} — (W +w?) sin(w4 T) sin(w_T) (5.12)
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must vanish. We find

2w w_ {1 — cos (w4 T) cos(w— T)} = (v} + w?)sin(w4 T) sin(w-T)

@ {1 — cos (w4 T) cos(w- T)} = % sin(wT) sin(w_T)
1—cos(wyT)cos(w-T) = M/% sin(w+T) sin(w-T)

(5.13)
where w (k) ar given by eq. (5.9). Apparently, there is no simple solution here.

When employing the boundary conditions (5.6) with eq. (5.9) on 1, the boundary condition
int = 0 yields

§(0) = Ay + A3 =0, §(0) = —Ajwi — Azw?® =0 (5.14)
so that we find A; = Az = 0 when w4 # w_. Now the boundary condition at t = T reads
§(T) = Apsin(w4T) 4+ Agsin(w-T) =0
§(T) = —Ayw? sin(w; T) — Agw? sin(w-T) =0 (5.15)

To get a nontrivial solution, the correspending determinant must vanish, which yields the
condition

(W} — w?)sin(w, T)sin(w-T) =0 (5.16)
Since wy # w—_, we find
sin(w; T) =0 or sin(w-T) =0 (5.17)
It means i i
W+ = 7 or w- = (where n is an integer) (5.18)

and w+ are the solutions to the equation
2+ m?+alxt =k (5.19)

Therefore, the spectrum of k with the boundary condition /" has the simple form
n\ 2 )\t
_ 2 2
k—(T) +m°+ (T) (5.20)

6. Canonical quantization and instabilities

In this section we recall about istabilities and ghosts in the quantum PU oscillator (14). The
most straightforward way is based on identifying the energy rasing and lowering operators
(14). The classical solution (4.14) can be rewritten to the form

1 . 1 ‘
q(t) = (A4 — Z'B+)el)‘+t + E(A+ + iB+)ef”\+t

2
1 : 1 :
+5 (A - iB_)eMt 4 S(A-+ iB_)e M+t (6.1)
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Since the A_ modes have negative energy, the lowering operator must be proportional to
the (A_ — iB_) amplitude. Similarly, since the A+ modes have negative energy, the raising
operator must be proportional to the (A4 + iB4) amplitude, ie.

N4 ~ Ai :tl'B:t

N%(li 1—4a2m2)Q1j:iP1q:%(1:F 1—402m2) — A+ D

(6.2)
where we have used )
Go + A
Ay =BT 50 63)
A — AL
and 5
A2
By = % (6.4)
Ar(A% =A%)
as well as !
Q1 =10 (6.5)
Q2 =14o (6.6)
Py = 4o +a* 7 6.7)
P, = —a%4y (6.8)
It is now straightforward to derive the commutation relations,
[ag,al] =1 (6.9)
The next step depends upon physical interpretation (14).
(I) The ‘empty’ (or ‘ground’) state may be defined by the condition
ar |Q)=a" Q) =0 (6.10)
Then the ‘empty’ state wave function Q(Q1, Q;) (in the Q-representation, with P = —id/9Q)
reads
- V1 —4aZm? ,
0(Q1,Q2) = Nexp fm(MLQ% —Q3) — imaQ1Qa (6.11)

and is infinite or not normalizable, because the size of the wave function gets bigger with the
increase of Qy, so that the integral over the whole space diverges.

In addition, when the eigenstate [N, N_) with the eigenvalues N = (N, N_) is defined by

it a
N1 /N_|

[Ny, N_) = 1) (6.12)

! The canonical variables were calculated at the initial time value because the operators in Schrodinger
picture do not depend upon time.
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the norm of the (0, 1) state is given by

<0,1/0,1> = (Q|ala_|Q)

(O (-1+a_a")|Q)

-<0l0>

-1 (6.13)

which is a ghost. The non-normalizable quantum ‘states’ are physically unacceptable, so the
interpretation (I) should be dismissed (14).

(IT) It is, however, possible to treat all particles (with positive or negative energy) as the truly
ones by defining the ‘empty’ state () differently, namely, as

ar|Q) =0 (6.14)

In this interpretation the negative energy can arbitrarily decrease and the Hamiltian is
unbounded from below. The ‘empty’ state solution Q)(Q1, Q) in the Q representation is now

given by
V1 —4a2m?
2(A-+Ay)

and is apparently finite or normalizable, because the first term in the exponential is negative.

Q(Q1,Q2) =Nexp | — (A4 A—Q2 + Q3) + imaQ1 Qo (6.15)

The eigenstate |[N;, N_) of the eigenvalues N = (N, N_) is now given by

ﬂi a*
Ny, N_) = — |} 6.16
N N2 = e e 1) (616)

while the norm of the (0, 1) state is

<0,10,1> = (O|a_a’ |O)
= (O] (1-ala)|Q)
< Q| >
=1 (6.17)

ie. it is not a ghost.

In the correct physical interpretation (II) the correspondence principle between the classical
and quantum states is preserved, but the system has indefinite energy. When interactions
are switched on, mixing the negative and positive energy states would lead to instabilities in
the classical theory, and the exponentially growing and decaying states in quantum theory
(25; 26). Excluding the negative energy states would lead to the loss of unitarity (21).

7. Path integral quantization and Forman theorem

The idea of ref. (21) is to define the quantum theory of the PU oscillator as the Euclidean path
integral and then Wick rotate it back to Minkowski case. It makes sense since the Euclidean
action of the PU oscillator — see eq. (8.3) below — is positively definite. It can also make
the difference to the canonical quantization and the Ostrogradski method (Sec. 2) when one
integrates over the path only, but not over its derivatives.
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Let us first recall some basic facts about a path integral in QFT, according to the standard
textbooks in Quantum Field Theory - see, for example, ref. (27).

The definition of the probability amplitude for a one-dimensional quantum particle by
Feynman path integral is given by

o i (b
Z(qp, ty; Ga, ta) = / Dqexp {ﬁ /t dtL} (7.1)
where the integration goes over all paths g(t) between g, and q;,. After Wick rotation
t—t=—it (7.2)

the path integral takes the form?

b 1 1@
Z(o by ta) = /q Zqgexp [—E/T erE} 7.3)

It is called the Euclidean path integral. In the case of the PU oscillator the Euclidean path
integral is Gaussian. Let us recall some basic properties of the Gaussian integrals.

The simplest Gaussian integral reads

{oe]
/ dxe™ ™ = % a>0 (7.4)
—0

It can be easily extended to a quadratic form in the exponential as

e —ax*—bx _ |TT biz
/_Oo dxe = \/:exp (4a) (7.5)

It can also be easily extended to the case of several variables with the diagonal quadratic form

as
/oo [d"x] exp <— Za,-x%) - ! : (7.6)
i=1

—0o n a 2
i=1%
where we have introduced the normalized measure [dx] = dx/+/T.

By diagonalizing a generic (non-degenerate) quadratic form, one can prove a general
finite-dimensional formula,

/ [d"x] exp (—x'Ax — b'x) = nl exp Lyta1p (7.7)
o [y 4

_ 1 1,1

= detA &P <4b A b)

Finally, when formally sending the number of integrations to infinity, one gets the Gaussian
path integral,

[" 7qexp {* /t:b dt(q(t)F(D)q(t) +4(1)] ””}

a

ﬁe@ {—% /ttb dt](t)F’l(D)](t)} (7.8)

2 The sign factor in the Wick rotation is chosen to make the path integral converging.
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where DetF(D) is now the functional determinant.

A generic functional determinant diverges since it is defined as the product of all the
eigenvalues in the spectrum of a differential operator. Therefore, one needs a regularization.
It is most convenient to use the zeta function regularization in our case — see, for example,
ref. (28) for a comprehensive account. The Riemann zeta function is defined by

Z ni (7.9)

in the convergence area of the series. It is then expanded for Re(s) > 1 by analytic
continuation. It is often useful to employ an integral representation of the zeta function in

the form
- L /w 51 i et (7.10)
r(s) 0 n=1

where the (Euler) gamma function has been introduced,
- / At let (7.11)
0
Equation (7.10) allows one to define the zeta function for an elliptic operator L as
-1 / ¥ gt et (7.12)
I'(s) Jo

where tre !l is given by

e*/\lt

(o]
tre 'L = tr ) = Z et (7.13)

in terms of the positive eigenvalues A, of L. One easily finds

(o] 1 (o]
=)y =) b (7.14)
n=1 An n=0

Differentiating both sides of this equation with respect to s at s = 0, one finds

BOL| o,
n=1

ds 5=0

[ee]
= —In H An
n=1
= —InDetL (7.15)

so that the functional determinant of an elliptic operator L is given by

DetL = ¢ ¢'ls=0 (7.16)
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The zeta function regularization of the right hand side of this equation is
L
lnDetL? = —lg <e %) = / dt € 1 re 12
U T(e+1)

LE LR,
=t (5e)’ =
~ (14 e ) (E(0]L) + 7' (0]1) + O(e)

~22(0[) ~ ¢ (0]1) — In g (0]L) + O(e%) 7.17)

where we have introduced the regularization parameter € and the dimension parameter y.

The zeta-function renormalization amounts to deleting the first term in eq. (7.17), since it
UV-diverges in the limit € — 0, as well as the third term since it IR-diverges in the limit
u—0.

To put equation (7.17) into a more explicit form, without resorting to the spectrum of the
differential operator, it is convenient to use Forman’s theorem (24): 3

Let Ky and K are the differential operators defined by

n—1

{ K= Ro(0) fes +O(ifr) 718)
_ dy,,1 .
K= PO( )dTn +O(d-rn—1)

over the domain [0, T]. Consider a linear differential equation

Kh(t) =0 (7.19)
with a boundary condition
h(0) h(0)
1 (0) 1 (0)
o M _ +N : =0 (7.20)
h(nf.l) (0) h(nfll) (0)

and take the boundary condition &/ to be smoothly connected to /. The time evolution
operator Yx/(7) is introduced as

h(t) 1(0)
= Yk (1) (7.21)
p(n=1) (1) p(n=1) (0)
so that the boundary condition can be written to
h(0)
(M+ NYk(T)) =0 (7.22)
p(n=1) (0)

3 Forman theorem is an extension of the Gel’fand-Yaglom theorem.
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The Forman theorem is given by the statement:

DetK,,  det(M+ NYg(T)) (7.23)
DetK,;  det(M+ NYg(T)) .

This theorem is effective for finding the functional determinant of the operator K with
unknown spectrum by connecting it to the one with a simple spectrum via changing the
boundary conditions.

8. Path integral of PU oscillator

The Euclidean path integral of the PU oscillator over a domain [0, T] was calculated in
refs. (21-23). Here we confirm the results of ref. (22) by our calculation.

The path integral of PU oscillator with the action

T 1. ) m2 ) le o
Swa = [ e (G0(0% = a0 = T2 6.)
after the Wick rotation (+ — it) takes the form
qr
Z(qr, T;40,0) = /q 24 exp (—Sg) (8.2)
0
where the Euclidean PU action is given by
T 1. 5 mZ ) “2 i
St [ (002 + a0+ S 63)

This Sg is positively definite, so that the Euclidean path integral is well defined.

Since our discussion of the classical theory (Sec. 4), the integral trajectory is a sum of a classical
trajectory g, and quantum fluctuations §, § = g, + 4. Accordingly, the action can be also
written down as a sum,

Selq] = Ser + S14) (8.4)

and the path integral of the PU oscillator takes the form
0
Z(qr, To0,0) = = [ Zgexp (=S[i)) (55
where the quantum action S[4] is given by
R 1 /T R ’ d4 dZ 5\ .
S[q}fi/o dtq(w A gt (8.6)

after integration by parts.

Let us denote the differential operator zxz% - ;—; + m? with the boundary condition <7 as

Ky Then the path integral can be written down in the form

0 T
ZGqr Tia0,0) = [ gesp (3 [tk 87)
0 0
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The path integral of the PU oscillator is Gaussian and, therefore, can be computed along the
lines of Sec. 7 as

Z(q7,T;q0,0) = (8.8)

N S
VDeik., exp (—Sqi)
where N is the normalization constant. The classical part S;; was found in ref. (21), and it is
quite involved. The functional determinant is the key part of a quantum propagator of PU
oscillator, which is of primary physical interest. It can be computed by the use of Forman
theorem (Sec. 7).

First, one calculates the time evolution operator Yk. It is given by

up(t) up(t) us(t) ua(t)
Uy (£) iz (t) uz(t) 1ig(t)
Yr(t) =] . . . .. 8.9
K= iy (o) () () i) e
iy (t) i (t) ii3(t) iia(t)
where
Kuj(tH) =0(i=1,...,4) (8.10)
and the inital condition is
Y (0) =1 (8.11)
The operator K ; is equal to K/, so they have Yg(t) is common.
By solving the equation Ku; = 0 for u; with
P
_ A2 2
one gets its general solution in the form
u;(t) = A;sinh(A4t) + B; cosh(A1t) + C;sinh(A_t) + D; cosh(A_t) (8.13)
The boundary condition Y (0) = 1 amounts to the relations
Bi+D; =éy; (8.14)
ArA;+A_Ci = by (8.15)
AZB; + A2 D; = g3 (8.16)
AA;+A3C =4y (8.17)
Therefore, the solutions are
A h(Ait) + A h(A_t) (8.18)
U] = ——— COs ———— cosh(A— .
T2z MV vRSyY
A2 A%
= —— = sinh(A )+ ——+—sinh(A_t) (8.19)
Ar(A2 =A%) A (A% =A%)
1 1
Uz = —m cosh(A4t) — H cosh(A_t) (8.20)
1
= ——————5—sinh(A;4f) + —————sinh(A_t 8.21
Uy )L;,_(/\Z_—)L%_)SIH ( +) /\2(/\3__)\2_)511’1 ( ) ( )
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Next, one writes down the boundary conditions & and &/ in terms of the matrices M and N
appearing in the Forman theorem. The boundary condition ¢/ is

o :4(0)=0,4(T)=0,4(0)=0,4(T)=0 (8.22)
so that its matrices M and N are given by

1000
0100
M= 0000 (8.23)

0000

and
0000
0000
N=11000 (8.24)

0100

In the same way, the boundary condition 7 is
o 1 §(0)=0,4(T)=0,4(0)=0,4(T)=0 (8.25)

so that its matrices M and N are given by

10 0 0
. 00-10
M=10070 0 (8.26)
00 0O
and
0000
- 0000
N=11000 (8.27)
0010
Having found M, N and Yk, as well as M, N and Yg, we calculate
det(M + NYg(T))
3 _
L P N S I SR ('8 S L (8.28)
m |14 2ma 20 1—2mua 20
and
det(M + NYg(T))
_.;snm2<vl;;?m“T>-—gnh2<vl;$?”“T>} (8.29)
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A calculation of DetK ; goes along the standard lines (21-23),

o _ 2 (M7 nr 2
DetKﬂfgknfg(a(T)jL(T)jum) (8.30)
= |sinn? [ YIE2MA ) e (VA 2ma g (8.31)
mT? 20 2u
By using the Forman formula, one gets the final answer:
det (M + NYg(T))
DetK y = — DetK 7
RS T Get (M + NYg(T))
3
o« 1 .42 V1+2ma
= (1+2am)” " sinh <2¢x T
—(1 — 2am) =L sinh? (Vlgazm“ T)] (8.32)
in full agreement with ref. (22) in its last (v2) version. In the large T limit one finds
exp (V1 +2mal exp (V1 —2mal
DetK,; ~ > | (14 2am)~! ( > "‘> — (1 —2am)™! ( > "‘> , (8.33)
; (%) (%)
o o
and in the small T limit one gets
T2
4
DetK ;= I +0O(T%) (8.34)

The ground state probability amplitude (or the Euclidean quantum propagator) of PU
oscillator, is given by

. . 27
<41, 41; T = Tlq0,Go; T =0 >=4 | etk &P (—=Selqal) » (8.35)

The classical Euclidean action Sg[q.;] was calculated in Appendix of ref. (21). It is finite for
large T >> 1 and behaves like % for small T <« 1. Hence, the transition amplitude (or the
quantum Euclidean propagator) is exponentially suppressed both for small and large T, ie. the
transition amplitude is normalizable and the Euclidean path integral is well defined indeed.

9. Conclusion

The procedure of calculating Euclidean transition probabilities (for observables) in the
quantum PU theory was outlined in ref. (21). The probabilities in the Minkowski space can be
obtained by analytic continuation. It is, therefore, possible to make physical sense out of the
quantum PU theory.

In classical PU theory with interactions, even at a very small value of the parameter & > 0,
one gets runaway production of states with negative and positive energy. However, as
was suggested in ref. (21), the Euclidean formulation of the quantum theory implicitly
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imposes certain restrictions that can remove classical instabilities. The price of removing
the instabilities is given by an apparent violation of unitarity (21). Indeed, integrating over
the basic trajectory, and not over its derivatives in the Euclidean path integral formulation
of the quantum PU oscillator given above is not in line with the canonical quantization and
the Ostrogradski method. By doing it, one looses some information and, hence, one loses
unitarity. As was argued in ref. (21), one can, nevertheless, never produce a negative norm
state or get a negative probability, so that the departure from unitarity may be very small at
the low energies (say, in the present universe), but important at the very high energies (say, in
the early universe). Of course, it is debateable whether the “price” of loosing unitarity is too
high or not.

Apparently, the f(R) gravity theories are special in the sense that for each of them there
exist the classically equivalent scalar-tensor field theory without higher derivatives, under the
physical stability conditions. Still, as the quantum field theories, they may be very different.
It may be possible to quantise f(R) gravity without loosing unitarity. Figuring out details is
still a challenge.
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1. Introduction

The understanding of electroweak (EW) interactions in nuclei has played an important role in
nuclear and particle physics. Previously, the electromagnetic (EM) interaction has provided
valuable information about nuclear structure. On the other hand, weak interactions, which
are intrinsically correlated with the EM interaction, can be complementary to the EM probe.
Moreover, a good knowledge of (anti)neutrino—nucleus scattering cross sections is needed
in other processes, including neutrino-oscillation experiments, neutrino astrophysics, and
others.

To understand EW interactions in nuclei, we need to deal with the strong interaction
that binds nucleons together. The fundamental theory of the strong interaction is
quantum chromodynamics (QCD), which is a relativistic field theory with local gauge
invariance, whose elementary constituents are colored quarks and gluons. In principle, QCD
should provide a complete description of nuclear structure and dynamics. Unfortunately,
QCD predictions at nuclear length scales with the precision of existing (and anticipated)
experimental data are not available, and this state of affairs will probably persist for some
time. Even if it becomes possible to use QCD to describe nuclei directly, this description is
likely to be cumbersome and inefficient, since quarks cluster into hadrons at low energies.

How can we make progress towards understanding the EW interactions of nuclei? We will
employ a framework based on Lorentz-covariant, effective quantum field theory and density
functional theory. Effective field theory (EFT) embodies basic principles that are common
to many areas of physics, such as the natural separation of length scales in the description
of physical phenomena. In EFT, the long-range dynamics is included explicitly, while the
short-range dynamics is parameterized generically; all of the dynamics is constrained by the
symmetries of the interaction. When based on a local, Lorentz-invariant lagrangian (density),
EFT is the most general way to parameterize observables consistent with the principles of
quantum mechanics, special relativity, unitarity, gauge invariance, cluster decomposition,
microscopic causality, and the required internal symmetries.

Covariant meson-baryon effective field theories of the nuclear many-body problem (often
called quantum hadrodynamics or QHD) have been known for many years to provide
a realistic description of the bulk properties of nuclear matter and heavy nuclei. [See
Refs. (Furnstahl, 2003; Serot & Walecka, 1986; 1997; Serot, 2004), for example.] Some time
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ago, a QHD effective field theory (EFT) was proposed (Furnstahl et al., 1997) that includes all
of the relevant symmetries of the underlying QCD. In particular, the spontaneously broken
SU(2)L ® SU(2)g chiral symmetry is realized nonlinearly. The motivation for this EFT and
illustrations of some calculated results are discussed in Refs. (Furnstahl et al., 1997; Hu et al.,
2007; Huertas, 2002; 2003; 2004; Mclntire et al., 2007, MclIntire, 2008; Serot, 2007; 2010), for
example. This QHD EFT has also been applied to a discussion of the isovector axial-vector
current in nuclei (Ananyan et al., 2002).

This QHD EFT has three desirable features: (1) It uses the same degrees of freedom to describe
the currents and the strong-interaction dynamics; (2) It respects the same internal symmetries,
both discrete and continuous, as the underlying QCD; and (3) Its parameters can be calibrated
using strong-interaction phenomena, like 77 N scattering and the properties of finite nuclei (as
opposed to EW interactions with nuclei).

In this work, we focus on the introduction of EW interactions in the QHD EFT, with the Delta
(1232) resonance (A) included as manifest degrees of freedom. To realize the symmetries
of QCD in QHD EFT, including both chiral symmetry SU(2); ® SU(2)gr and discrete
symmetries, we apply the background-field technique (Gasser & Leutwyler, 1984; Serot,
2007). Based on the EW synthesis in the Standard Model, a proper substitution of background
fields in terms of EW gauge bosons in the lagrangian, as constrained by the EW interactions
of quarks (Donoghue et al., 1992), leads to EW interactions of hadrons at low energy. This
lagrangian has a linear realization of the SU(2)y isospin symmetry and a nonlinear realization
of the spontaneously broken SU(2); ® SU(2)g (modulo SU(2)y) chiral symmetry (when the
pion mass is zero). It was shown in Ref. (Furnstahl et al., 1997) that by using Georgi’s naive
dimensional analysis (NDA) (Georgi, 1993) and the assumption of naturalness (namely, that
all appropriately defined, dimensionless couplings are of order unity), it is possible to truncate
the lagrangian at terms involving only a few powers of the meson fields and their derivatives,
at least for systems at normal nuclear densities (Miiller & Serot, 1996). It was also shown
that a mean-field approximation to the lagrangian could be interpreted in terms of density
functional theory (Kohn, 1999; Miiller & Serot, 1996; Serot & Walecka, 1997), so that calibrating
the parameters to observed bulk and single-particle nuclear properties (approximately)
incorporates many-body effects that go beyond Dirac-Hartree theory. Explicit calculations
of closed-shell nuclei provided such a calibration and verified the naturalness assumption.
This approach therefore embodies the three desirable features needed for a description of
electroweak interactions in the nuclear many-body problem.

Moreover, the technical issues involving spin-3/2 degrees of freedom in relativistic quantum
field theory are also discussed here (Krebs etal., 2010; Pascalutsa, 2008). Following the
construction of the lagrangian, we apply it to calculate certain matrix elements to illustrate the
consequences of chiral symmetries in this theory, including the conservation of vector current
(CVC) and the partial conservation of axial-vector current (PCAC). To explore the discrete
symmetries, we talk about the manifestation of G parity in these current matrix elements.

This chapter is organized as follows: After a short introduction, we discuss chiral symmetry
and discrete symmetries in QCD in the framework of background fields. The EW interactions
of quarks are also presented, and this indicates the relation between the EW bosons and
background fields. Then we consider the nonlinear realization of chiral symmetry and other
symmetries in QHD EFT, as well as the EW interactions. Following that, we outline the
lagrangian with the A included. Subtleties concerning the number of degrees of freedom
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and redundant interaction terms are discussed. Finally, some concrete calculations of
matrix elements serve as examples and manifestations of symmetries in the theory. We
also briefly touch on how this formalism can be used to study neutrino—nucleus scattering
(Serot & Zhang, 2010; 2011a;b; Zhang, 2012).

2. QCD, symmetries, and electroweak synthesis

In this section, we talk about various symmetries in QCD including Lorentz-invariance, C, P,
and T symmetries, and approximate SU(2); ® SU(2)g chiral symmetry (together with baryon
number conservation). The last one is the major focus. Here, we consider only u and 4 quarks,
and their antiquarks, while others are chiral singlets. Moreover, the EW interactions, realized
in the electroweak synthesis of the Standard Model, are also discussed with limited scope.

2.1 Symmetries

To consider the symmetries, we apply the background-field technique (Gasser & Leutwyler,
1984). First we introduce background fields into the QCD lagrangian, including v* = v'#'1;/2
(isovector vector), vé‘s) (isoscalar vector), a# = a't1;/2 (isovector axial-vector), s = s't;/2

(isovector scalar), and p = pi‘L’,'/ 2 (isovector pseudoscalar), wherei = x,y,z or + 1,0, —1 (the
convention about i = +1, 0 will be shown in Sec. 3.1):

L = Laocp +qra(v" + Bviy + 752")q — (s — i75p)q
= Locp +p7u (1" + By )L + Gy (" + Bv() Jqr

—qr(s—ip)qr — qr(s +ip)qL
= Locp + Lext - (1)

Here, i = v +al', I = v —al, g1 = 5(1—75)q, qr = 3(1+175)q, 9 = (u,d)T and
B = 1/3 is the baryon number. To preserve C, P, and T invariance of L, the change of
background fields under these discrete symmetry transformations are determined by the the
properties of the currents coupled to them. The details are in Tabs. 1 and 2. Inside the tables,
Pl = diag(1, -1, -1, —1),y and TF = diag(—1,1,1,1),,. Moreover, the Lorentz-invariance
is manifest, considering the definition of these background fields.

vH vé‘s) al |s|p
_ T _Véls) aTi |T|pT

P Pl ng}’s) —Pla’| s |—p
T _77’\/1/ _nﬂvv _7;1431/ s|—p

Table 1. Transformations of background fields under C, P, and T operations. The
transformations of spacetime arguments are not shown here.
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rt " frRuv fruv fspv
Cl =M =T —fL, — v ~fouw
Pl P | Pl | PP fiae | PaPlfrac | PaPyfore
T) = T/ | =TI | =T frao| =TT fuae| =Tt T foro

Table 2. Continuation of Tab. 1.

To understand SU(2); @ SU(2)gr ® U(1)p symmetry, we can see that the £ defined in Eq. (1)
has this symmetry with the following local transformation rules:

. B
gLa — exp [—i@} <exp {—i@L,-(x) ;]) gLB = exp {—igg—x)} (L)EQLB , (2)
A

0(x . Tl 0(x
qrR — exp [_Z(T)} exp [_ZGRI‘(X) 2} qrR = exp {—1%} Rqgr, 3
" — LI'LY iLorLt, ()
r — Rr#R" +iR9'R, (5)
iz TR
Vis) — Vis) "0, (6)
s+ip — R(s+ip)Lt. 7)

We can also construct field strength tensors that transform homogeneously:

fruw = by — by —i [ly, 1] = Lfrlt, 8)
frRuv = Outy — vty —i [ry, 1v] = RfguR', )
fSHV = aHV(S)V - aVV(S);{ - fSHV : (10)

2.2 Electroweak synthesis

Now we can discuss the electroweak synthesis (SUp(2) ® Uy (1)) of the Standard Model,
which is mostly summarized in Tab. 3 (electric charge Q = Y /2 + TE’) (Donoghue et al., 1992;
Itzykson & Zuber, 1980). We ignore the Higgs fluctuations and gauge boson self-interactions:

_ T Y . Y
Ly = =g (85 Wi+ 5 Bu)qr — ar7" (8'5 By)ar
_ T T_ _ . T Y
= g (W W gL — g (g Wi+ 8 5 Budi

Y
—qRY" (85 By - (11)
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T|T; | Q | Y |B
AHEIHIRE
AHE IR
ugl0 0 | 3 3|3
ax[0] o [-3[-3[3

Table 3. Multiplets in electroweak synthesis.

Here g, ¢’ and e are the SU(2);, U(1)y and U(1)gp charges. To make sure that Ug(1) is
preserved, we impose the following redefinition of excitations relative to the vacuum (6, is
the weak mixing angle):

B" = cos 0y, A¥ —sin@,7", (12)
WO = cos 0, Z" + sin 0, A", (13)
gsinfy = g’ cosby, =e. (14)

After substituting Eqgs. (12) to (14) into Eq. (11), we have the right coupling for the EM
interaction. Let’s compare Eq. (11) with Eq. (1); we deduce the following (V,,; describes u
and d mixing):

0 0
T g o, T
ll’l = —ETAV + Cosew s’ GZU 7 ZV
0
8 T, F1T 1T
cos By 2 Zp = 8Vud (W” 2 T Wi 2 ) ¢ (15)
0 0
T g o, T
w=—e— Ay + cos 0y sin” 0y o Zy, (16)
V(S)‘u = —e E A‘ll + m sm Gw E Z‘ll . (17)
Furthermore,
0 0 0
B T g o, T g T
fuw = =¢ 5 A T o 0, b 3 21 ™ cos Ow 2 Zlvp]
T+1 1
—8Vud Ty W+1[1/,;4] —8Vud o W—l[v,y]
+ interference terms including (WZ), (WA), (WW), but no (ZA), (18)
7‘.O g 5 TO )
frRuw = —€ 5 A[VM + 056y sin“ 0, 5 Z[VM (no interference terms), (19)
1 1
fopv = —e5 A + & sin? Ow=Z (20)

27T cos by, 2 Sl
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Here A[V,H] = dy Ay — dy Ay and so are the indices of other fields. If we define [see Eq. (1)]

Lext = Viyviy - 31';4Aiy +V(s)y]B”

= JhF 4 TR v JP 1)
— EM 8 ¢NC L +1 L -1
L= —eJy Al — m]y Z"—gVud]_,_l”W "—gVudI_l;,W ", (22)

and use Egs. (15) to (17), we can discover

1

T = 5 Wi+ Ay) (23)

Y A 24

]iy:E(i_ iy)/ ( )
1

M =Vi+SIn (25)

INE =10 —sin® 6, ;M . (26)

Here ]E is the baryon current, defined to be coupled to v’{s). These relations are consistent
with the charge algebra Q = T0 + B/2 (B is the baryon number). Vil and A" are the
isovector vector current and the isovector axial-vector current, respectively. ]})’ € J ily are
the conventional neutral current (NC) and charged current (CC) up to normalization factors.

3. QHD EFT, symmetries, and electroweak interactions

Here we present parallel discussions about QHD EFT’s symmetries and EW interactions.
The QHD EFT, as an EFT of QCD at low energy, should respect all the symmetries of
QCD. Moreover, the approximate global chiral symmetry SU(2); ® SU(2)g ® U(1)p in two
flavor QCD is spontaneously broken to SU(2)y ® U(1)p, and is also manifestly broken due
to the small masses of the quarks. To implement such broken global symmetry in the
phenomenological lagrangian using hadronic degrees of freedom, it was found that there
exists a general nonlinear realization of such symmetry (Callan et al., 1969; Coleman et al.,
1969; Weinberg, 1968). Here, we follow the procedure in Ref. (Gasser & Leutwyler, 1984). The
discussion about the conventions is presented first.

3.1 Conventions

In this work, the metric g, = diag(1, =1, —1, —1),,,, and for the Levi-Civita symbol etveB, the
convention is €123 = 1. Since we are going to talk about the A, which is the lowest isospin I =
3/2 nucleon resonance, we define the conventions for isospin indices. The following example,
which shows the relation between two isospin representations for A, may help explain the
convention:

A =T, A4 (27)

Here a = £3/2,%£1/2,i = +1,0, and A = £1/2. The upper components labeled as ‘a’,
‘i, and ‘A’ furnish D(3/2), D(1), and D(1/2) representations of the isospin SU(2) group. (We
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work with spherical vector components for I = 1 isospin indices, which requires some care
with signs.) We can immediately realize that T% , = (1, % i, Al % ;a), which are CG coefficients.
It is well known that the complex conjugate representation of SU(2) is equivalent to the
representation itself, so we introduce a metric linking the two representations to raise or lower
the indices 4,1, and A. For example, A, = (A*?)* = Tt AN, 4, where Tt A — (%;a\l, %;i,A),
should also be able to be written as

Ao =Ty N = Ty 0pa ' 8P4 g . (28)

Here, 5 denotes a metric for one of the three representations. It can be shown that in this
convention, T} 4 = Ti4. Details about the conventions are given in Appendix 7.A.

3.2 QHD’s symmetry realizations

Now we proceed to discuss a low-energy lagrangian involving N4, A?, 7, pL, and the chiral
singlets V), and ¢ (Furnstahl et al., 1997; Serot & Walecka, 1997). Under the transformations
shown in Egs. (2) to (7), the symmetry is realized nonlinearly in terms of hadronic degrees of
freedom (Gasser & Leutwyler, 1984):

U = exp [21’M t’} — LURT, (29)
fr

E=VU=exp [z% tl} — Lent = hER?, (30)

7T
o = ;[g*(a,, —il)E+ E@y —iry) &) = Tyt — houht — ikt (31)
a, = _71 (€ 0u — )& — E@y — iry) &) = Tyt — ha k', (32)
0, U = 2,U — il U +ilr, — LI, UR", (33)
Op)a = (B +i 0y — iv(s),B)L g — exp [~i8(x)B] b @), (34)
O = —ildy, @] = hoht, (35)
i) = & fry €+ Efwpn &7 — hEG 0, (36)
By = & fLnd — Efru & — hEhT (37)
NED = F) +ilon, B — nap Bt (38)

In the preceding equations, t' are the generators of reducible representations of SU(2).

Specifically, they could be generators of DS/Z) @ D‘(,l) @ D(A3/2), which operate on

non-Goldstone isospin multiplets including the nucleon, p meson, and A. We generically label
these fields by o = (Nga, p;, As) «- Most of the time, the choice of t! is clear from the context.
B is the baryon number of the particle. The transformations of the isospin and chiral singlets
Vy and ¢ are trivial (¢ — ¢, V;, — V},). h is generally a local SU(2)y matrix. We also make
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use of the dual field tensors, for example, F (F) v = e’“’"‘ﬁFég), which have the same chiral
transformations as the ordinary field tensors. Here we do not include the background fields s

and p mentioned in Eq. (1), which are the source of manifest chiral-symmetry breaking in the
Standard Model.

The C, P, and T transformation rules are summarized in Tabs. 4 and 5. A plus sign
means normal, while a minus sign means abnormal, i.e., an extra minus sign exists in the
transformation. The convention for Dirac matrices sandwiched by nucleon and/or A fields are

_ ~NTITN' 1;
CNTNC™! = o rormab (39)
NTTTN, abnormal .
_ATTTNT _ NTTT AT .
CBAIN+Nract = 8 T N =NT 4, normal; (40)
+ATTTN' + NTTTA", abnormal.
_ _ iATTTNT —iNTTT A" 1;
Ci(ATN - NTA)C 1 =" R oo normals (41)
—iATTTN" +iNTTTA" , abnormal.

Here, in Egs. (39), (40), and (41), the extra minus sign arises because the fermion fields
anticommute. The factor of i in Eq. (41) is due to the requirement of Hermiticity of the
lagrangian. To make the analysis easier for ATN + C.C., we can just attribute a minus sign
to an i under the C transformation. Whenever an i exists, the lagrangian takes the form
i(ATN — NTA). When no i exists, the lagrangian is like ATN + N TA.

For P and T transformations, the conventions are the same for N and A fields, except for an
extra minus sign in the parity assignment for each A field (Weinberg, 1995a), so we list only
the N case:

PNT.NP-] — Nl?;j I'y'N, normal; (42)
" —N 73]5 I'y N, abnormal.

TNT. NT-! — NZ;V I'yN, normal; 3)
" —N 7;}’ I'y)N, abnormal.

It is easy to generalize these results to I';y, etc.

Now a few words about isospin structure are in order. Suppose an isovector object is denoted
as Oy = O,-Ft’, then the conventions are explained below:

_ or, normal ;
Co,C! = ?6 T (44)
—0,, a normal .

PO.P-1— P;OV , normal ; (45)
" —P}Oy, abnormal.

TO,T™!

{7;,”01, , normal ; (46)

—’EYOV , abnormal .
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Y| 1 [ yHys|iys| i 1'3 ehvep
Cl-[-T+] + [+]-]-+
Pl+|+ 1]+ - [-[+]+] -
T -1-1+ - |--]-] -

Table 4. Transformation properties of objects under C, P, and T. Here ‘+" means normal and
‘—’ means abnormal.

Ay | O | Oy | O | Ppv Puv V| Viw VW F;(tic) fsuv fﬁ) 75;:1/
Cltl=| |- |-|-|-|-|F|-]F|-
Pl=[+[+ [+ [+ + |- = [+ F | -
T[—= ===+ [+ - |- + |+

Table 5. Continuation of Tab. 4.

The same convention applies to the isovector (pseudo)tensors. For isovector (pseudo)scalars,
the P and 7 should be changed to 1. For the C transformation, O means transposing both
isospin and Dirac matrices in the definition of O, if necessary.

3.3 QHD EFT lagrangian (without A) and electroweak interactions

Now we begin to discuss the QHD EFT lagrangian. Based on the symmetry transformation
rules discussed above, we can construct the lagrangian as an invariant of these
transformations by using the building blocks shown in Egs. (29) to (38). In principle, there are
an infinite number of possible interaction terms in this lagrangian. However, power counting
(Furnstahl et al., 1997; Hu et al., 2007; MclIntire et al., 2007) and Naive Dimensional Analysis
(NDA) (Georgi & Manohar, 1984; Georgi, 1993) enable us to truncate this series of interactions
to achieve a good approximation. Following the discussion in Ref. (Furnstahl et al., 1997), we
associate with each interaction term a power-counting index:

p=d+ g +b. 47)
Here d is the number of derivatives (small momentum transfer) in the interaction, n is the
number of fermion fields, and b is the number of heavy meson fields.

The QHD theory has been developed for some time.  Details can be found in
Refs. (Furnstahl et al., 1997; Serot & Walecka, 1997; Serot, 2007). Here, we give a complete
treatment of electroweak interactions in this theory. (However, we do not discuss “seagull” terms
of higher order in the couplings.) We begin with

Lno<s) = Ny [0 +igopy +igoVi] + gav"vs @y — M+ gsp)N

4

_ — K — ~
2 Noywo"'N — J;Lj{‘;f NViuoN = 2% N oo N

iKl

<
YVe Nv,0yNTr (a"a")

4B — ~
+ % NN Tr(a,a") +

+ ﬁ No™ (240 fop + A<1>F,§j NN, (48)
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~ = ~ —
where 9, is defined in Eq. (34), 9y = 9, — (9y — i0y + iv(s)v), and the new field tensors are
Vi =9y Vy — 9yV), and

puv = Opupy) + i8plow, pu] + i[O, pu] — 1 5 v) = hpuh'. (49)

The superscripts (%) and (1) denote the isospin. In Appendix 7.B, details about the tilde objects
(which are defined exactly above) are shown explicitly in terms of pion and background fields.

Next is a purely mesonic lagrangian:
1 1 X s 1
ﬁmeson(ﬁéél) = 2 aﬂ¢ aﬂqb + 1f721 Tr[aﬂu(aﬂ U)+] + 1f721 mgr TI‘(U + ut - 2)
1 1
=5 Trlpwp) = g V"V

1 st | M2 &9\ o Lg? 2
+§(1+mﬁ+3ﬁ my VuV + 15 G0 8o (V")

2 42
+ (1—|—;7Pg5¢) mgTr(pﬂpH) _ (1 + K3 8¢ 4 KA@) m§¢2

M 273 M 4 M2
1 (+H)pv Lo
+ g Tl‘(F P;n/) + 3 fs V;n/ . (50)
bt
The v = 3 and v = 4 terms in Lyeon(p<4) are important for describing the bulk

properties of nuclear many-body systems (Furnstahletal., 1995; 1996; 1997). The only
manifest chiral-symmetry breaking is through the nonzero pion mass. It is well known that
there are other 7 = 4 terms involving pion-pion interactions. Since multiple pion interactions
and chiral-symmetry-violating terms other than the pion mass term are not considered, this
additional lagrangian is not shown here.

Finally, we have

1 - v 3 N (-
LNn(o=14) = 530 Nyu(2B Q£ + pU3,FOM 4 pl o3, FEM)N

— w1 TI‘(FISJ—) fﬂ“’) + wy Tr(ﬁyng(—)HV) + w3 Tr (ﬁyi [ﬁv , F(+)/AV]>
2

2
— 8pnr L; Tr(ouv o)
M

1 — —(+ ] — _
+ o NY'NTe (@ Fl) + o Ny "N £y,

M2
1 gP - _ €1 J— _
+ e NYNTe (Zf’ pw) + Ajé” Ny &N Vy . (51)

Note that Ly - (y—4) is not a complete list of all possible # = 4 interaction terms. However, ‘3(0)

and ﬁ(l) are used in the form factors of the nucleon’s vector current, w7 3 contribute to the
form factor of the pion’s vector current, and gpr~ is used in the form factors that incorporate
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vector meson dominance (VMD).! Special attention should be given to the cy,e1,c1,, and
e1, couplings, since they are the only relevant 7 = 4 terms for NC photon production
(Serot & Zhang, 2011a;b).

The construction of these high-order terms, Ly r(y—4) for example, is carried out by
exhaustion. Based on the various symmetry transformation rules, at a given order there
are a finite number of interaction terms, although the number can be big. For example, the
interaction terms involving two pions and only one nucleon at © = 4 without chiral symmetry
breaking are (Ellis & Tang, 1998)

<~
N io*N Tr (8 )ﬁyﬁv> and other contractions of Lorentz indices,

N'y,,i [5”211’ , EV] N and other contractions of Lorentz indices .

3.4 Introducing A resonances

The pathologies of relativistic field theory with spin-3/2 particles have been investigated
in the canonical quantization framework for some time. There are two kinds of problems:
one is the so-called Johnson-Sudarshan problem (Capri& Kobes, 1980; Hagen, 1971;
Johnson & Sudarshan, 1961); the other one is the Velo-Zwanzinger problem (Capri & Kobes,
1980; Singh, 1973; Velo & Zwanziger, 1969). It was realized in (Kobayashi & Takahashi,
1987) that the two problems may both be related to the fact that the classical equation of
motion, as the result of minimizing the action, fails to eliminate redundant spin components,
because the invertibility condition of the constraint equation is not satisfied all the time. For
example, in the Rarita-Schwinger formalism, the representation of the field is i*: (%, %) ®

((%,O) @ (0, %)) =(1, %) b (%, e (%,O) @ (0, %) (Weinberg, 1995b). It can be shown that the
spin-1/2 components are not dynamical in the free theory, which is generally not true after

introducing interactions. Another issue is about the so-called off-shell couplings, which have
the form ¥, 9, 9¥, @” Y, and 8,,@’ ! (still in the Rarita-Schwinger representation).

Recently, the problem has been investigated in a path-integral formalism in Ref. (Pascalutsa,
1998), where a gauge invariance is required for interactions. But this constraint conflicts
with the manifest nonlinear chiral-symmetry realization in chiral EFT. Subsequently,
in (Krebsetal.,, 2009; Pascalutsa, 2001), the authors realized that the commonly used
non-invariant interactions are related to gauge-invariant interactions by field redefinitions,
up to some contact interaction terms. Moreover, from the modern chiral EFT viewpoint,
it has been concluded (Krebs et al., 2010; Tang & Ellis, 1996) that the off-shell couplings are
redundant, since they lead to contributions to contact interactions without spin-3/2 degrees
of freedom. Furthermore, it has been proved that off-shell couplings with 9, changed to 5;,
are also redundant, which makes the manifest realization of chiral symmetry possible with a
spin-3/2 particle.

However, the modern argument, which makes use of field redefinitions and gauge invariance
for the EFT, looks abstract. The whole argument is that the field redefinitions, constructed to
transform non-invariant terms to gauge-invariant terms, is applicable here, which requires us

1'VMD in QHD EFT has been discussed in detail in Ref. (Serot, 2007). We will discuss VMD for the form
factor of the transition current involving A and N.
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to be far away from the singularities of these transformations, i.e., to stay at low-energy and
in weak-field regions (Krebs et al., 2009). This leads us to give another interesting argument,
based directly on this assumption. In the Hamiltonian formalism, these two issues are
somewhat clarified,? however the quantization of the EFT and hence Lorentz-invariance are
not straightforward. So we use the path-integral approach.

Let’s focus on the spin-3/2 propagator in the Rarita—Schwinger representation. First, we can
decompose the free propagator into different spin components:

o [ L
= _mp@)w_ ﬁpﬁ%)w_ ﬁpél%w

+3%(]ﬁ+m)P2<2%)W, 52)
PR = gv %'y”’r” + %7“‘?” Y- 3%2?”?” , (53)
Pfl%)m _ %7” v_ ﬁvmpw _ ;?pypu, 58
P = \/;pz(—r’"r’” +7'p" ¥, (55)
P = \/gpz(;ﬁ’*p” —9'p" p), (56)
Pz(é = %P”PV~ (57)

By using the identities shown in Egs. (114) to (119) in Appendix 7.C, we can immediately write

down
0 — (9)71 3)
Sp(p) = P2 ieP 2

1 1 1 1 3
P - P Pl 2 (e mypd) | PG

1 2
- \@m 12 \@m W
(58)

2 In the perturbative calculation of EFT, the time-ordered free propagator defined in the Hamiltonian
formalism for a spin-3/2 particle always satisfies the constraint on the degrees of freedom. (Assume
we have a well defined Hamiltonian for the EFT.) For finite sums of the series of diagrams involving this
propagator, the constraint is always satisfied. Moreover, those off-shell terms when either contracted
to external legs or to the internal propagator of spin-3/2 degrees of freedom, give zero value. We may
conclude that they are redundant. However, it is not clear whether the two conclusions hold for infinite
sums. Moreover, as we know, the time-ordered propagator is not covariant, and leads to the difficulty
of understanding Lorentz-invariance.
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In principle, the decomposition shown in Eq. (58) should be obvious in the beginning, because
Lorentz-invariance is preserved. However the key is that only the spin-3/2 component has
pole structure, while the spin-1/2 components resemble contact vertices.

Furthermore, given certain interaction terms, we can carry out the calculation of the
self-energy insertion, as done in Ref. (Ellis & Tang, 1998), for example. Based on the same
argument as given above, the self-energy for renormalization should also be decomposed into
a diagonal form for the spin. The details are as follows. The self-energy of the A can be defined
asXyy = P Suv + 0Zyy. We see immediately that 6%,,’s indices can only have a structure like
the products of (7, pu) x (Diracmatrices) x (v, py). Then we find

Y =3x8 +4% (59)
= p(%)zAgp(%) +pGLypGh)
+PB)(2Ag 4 6x)PGL) 4 PG (2Ag 4 63)P) (60)

So, we can conclude that X = pB/2)xAp/2) 4 p(3/2L)y p(3/21) = 5(3/2) 4 51(3/21) I the
proof, we make use of [P(S/Z) , ZA] =0, [P(3/2L) , ZA] = 0, because the only possible spin
structures of 2 are 1, p and 75 (parity violation), which commute with the two projection
operators. Then P(/2)32¢p(3/2L) — 0 and P(3/2)13A¢p(3/2) = (. Also we make use of
Egs. (115) and (116), so we get P(3/2)§.p(3/2L) = 0 and P/2L)sx.P(3/2) = 0.

Based on previous discussions, we can have the following renormalization of the spin-3/2
propagator:

se = (572 4+ 5730 4 (s 4 5fEH) @) 4 G0y (sp ) 4 503 4
= ) DpBD (61)
15230 4 BV QG L (62)

So the renormalized propagator is decomposed into two different components: Sp = 51(:3/2) +

SS/ZJ'). The resonant contribution is Sf/z) = 52(3/2) + 52(3/2)2(3/2)51&3/2). The background

contribution is 51(:3/2” = 52(3/2” + 52(3/2”2(3/&@?/2”. The renormalization shifts the

pole position of the resonant part. For the nonresonant part, as long as power counting
is valid, i.e, O(X/m) < 1, we are away from any unphysical pole in the renormalized
nonresonant part; [1—O(Z/ m)]_1 never diverges. This also suggests that we will not
see the unphysical pole in the renormalized propagator, when working in the low-energy
perturbative region. Meanwhile, the argument helps to clarify the redundancy of the off-shell

couplings. We have seen that the self-energy due to these couplings does not contribute in the

renormalization of S 1(:3/2). But it indeed changes the nonresonant part. However, the effect

is power expandable. So essentially it is the same as higher-order contact terms without the
A. This justifies the redundancy of these couplings. To ignore them in a way which does not
break chiral symmetry on a term-by-term basis, we can always associate the 0/ with 7 fields
so that it becomes 9. This indicates that those couplings having ot or y contracted with Ay, can be
ignored without breaking manifest chiral symmetry.
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A few words on the singularity of 1/ p2 are in order here. [See Egs. (52) to (57).] The whole
calculation is only valid in the low-energy limit, and in this limit we should not find any
diagrams with A’s that are far “off shell". Take pion scattering for example; we assume the
pion energy to be small, and hence p? is always roughly equal to the incoming nucleon’s
invariant mass. So the singularity in 1/p? should not be a problem in the low-energy theory
from a very general perspective.

3.5 QHD with A

Consider first £, (7 < 3), which is essentially a copy of the corresponding lagrangian for the
nucleon as shown in Eq. (48):

i . -
Ly = TA;{UW/ (i@ —ho p—ho ¥V —m+hs@)}y Ay +hal, @0ysA)

Joho ~ A folw A

o 4B — _
- % DA AN % MM Te (@ dy,) . (63)

Here the sub- and superscripts a, b = (£3/2,£1/2), and the isospin conventions and T matrix
have been discussed in Sec. 3.1.

To produce the N <+ A transition currents, we construct the following lagrangians (¢ < 4):

LaNg=haA" THAG, Ny +CC, (64)

iClA N 1 + iC3A —a. SA o~
La,N, background = 1 Ayyvys Ty AEIN + §ve) Ay s THA@,FEOM),N
C _ . ~1 —
+ 8 Ao T AN,

?\ZAA T‘l‘lA(a F( Vv )N _@A ,Y T‘l‘lAF( )VVNA

M
id
lzviA Ao, THAG EFOm)N, + C.C., (65)
ClA _
Lanp =g B 1vrs T3 0] Na - M A s THA (90 )iN,
CoA,
+ M,f Ayoyuy THA (@ pM)iN4 + C.C.. (66)

It can be checked that the interaction terms respect all of the required symmetries. Terms
omitted from these lagrangians are either redundant or are not relevant to the transition
interaction involving N and A (at tree level). The construction of terms is by means of
exhausting all the possibilities. Here we give an example:

BuyyNePEG) = 2087, ysNECOW 4 iF R s (viy* P — gy )N (67)
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()

The preceding identity indicates that ZZ’)/VT; iAfi "N A differs from the cjp coupling in

Eq. (65) by off-shell terms, which can be ignored.
Moreover, the terms in the lagrangian in Eq. (66) and the 1/g, coupling in Eq. (50) are

necessary for the realization of transition form factors using VMD. First, we make the
following definitions:

(A a,pa|VI(AT)IN, A, pN) = T} aa(pa) Ty ) (@) un(pn) - (68)

Based on the lagrangians given previously, formulas shown in Appendix 7.B, and the
definitions of currents in Eq. (21), we find (note that (Tme/“""ﬁ o io*Brys)

2c 2 2c 2
ry = % ("7~ 4g™")rs + % (9" = 8"9%)7s
8c 2 .
o 6]@[(; )thgyvzqv,}S,
cia(q?) = cia + ‘g __* i=1,36, (69)
28y 4% —mj

“gh N 2d 2d

I = —ha (g“" - qzq_qmz ) + o (6 =g = S @ =g )
us

4d

it

oigy, (70)

where 114 is from Eq. (64). Quite similar to the c,-A(qz), we can introduce axial-vector meson
[a1(1260)] exchange into the axial transition current, which leads to a structure for the d;x (¢%)
that is similar to the vector transition current form factors. There is one subtlety associated
with the realization of 14 (g?): with our lagrangian, we have the pion-pole contribution
associated only with the 114 coupling, and all the higher-order terms contained in 6k 4 (g2) =
h4(q%) — ha conserve the axial transition current. With the limited information about manifest
chiral-symmetry breaking, we ignore this subtlety and still use the form similar to the c;5 (¢%)
to parameterize h 4 (q2). The axial-vector meson couplings hia,, and d;,, are the combinations
of ga, (a1 and isovector axial-vector external field coupling strength) and the coupling strength
of the Aa; N interaction. 1y, is the ‘mass’ of the meson. So we have

2

ha(q?) = ha + hag, py ﬁ .l (71)
a
2
diA(qz) =dia+ diAal qzjimz i=2,4,7. (72)
a

To determine the coefficients in the transition form factors shown in Egs. (69), (71), and
(72), we need to compare ours with the conventional ones used in the literature. In
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Refs. (Graczyk et al., 2009; Hernandez et al., 2007) for example, the definition is

1 M 1 — = Cg xp XU CX xp M
(B 5 et IN, = 5) = Tulpa) ¢ | 30 @ A= 0"V") + 35 (1-Pag™ —a"pa)

¢y "

+ 3 (q-pn g™ — EI“PN)} Ys
A
3

A

C c
+ |57 @ A=)+ 55 (@ pag™ —q"py)

CA
+ Cigtt+ q”q“] } u(pn) - (73)

The basis given above is known to be complete. The determination of the couplings through
comparing our results with the conventional ones has been given in Ref. (Serot & Zhang,
2010). There we find that our meson dominance form factors are accurate up to Q% ~ 0.3GeV?.
Moreover, CVC and PCAC can be easily checked for the transition currents. The details can
be found in Ref. (Serot & Zhang, 2010).

4. Application

In this section, we briefly discuss the weak production of pions from nucleons. We focus only
on two properties of the Feynman diagrams in this problem, including the G parity and the
current’s Hermiticity. Then we talk about the production from nuclei, in which A dynamics
is the key component (for both the interaction mechanism and the final state interaction of
the pion). This points out the importance of understanding the strong interaction, associated
with nuclear structure and A dynamics, in the study of the electroweak response of nuclei.
So it is necessary to have a framework that includes the two and also provides for efficient
calculations. The details of these subjects are presented in Refs. (Serot & Zhang, 2010) and
(Serot & Zhang, 2011a;b).

4.1 Weak production of pions from free nucleons

The relevant Feynman diagrams are shown in Fig. 1 for weak production of pions due to
(anti)neutrino scattering off free nucleons. The ‘C” in the figure stands for various currents
including the vector current, axial current, and baryon current, of which both CC and NC
are composed according to Sec. 2.2. The details about these diagrams can be found in
(Serot & Zhang, 2010). Here we begin with G parity. We use (N, B, 7, j|J/|N, A) to represent
the contribution of diagrams, where ‘A’ and ‘B’ denote isospin-1/2 projections. From G parity,
we have

GAi‘llcfl — _Al"ll ,
GV (Jp)G™t = V().
By applying this to the current’s matrix elements, we get

(N, B, 7, j|A*|N, A) = (N, B, n,j|A*|N, A), (74)
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(@) (b) (© (d) (e) (f)
Fig. 1. Feynman diagrams for pion production. Here, C stands for various types of currents
including vector, axial-vector, and baryon currents. Some diagrams may be zero for some
specific type of current. For example, diagrams (a) and (b) will not contribute for the
(isoscalar) baryon current. Diagram (e) will be zero for the axial-vector current. The
pion-pole contributions to the axial current in diagrams (a) (b) (c) (d) and (f) are included in
the vertex functions of the currents.

(N, B, ,jIVF(J5)IN, A) = —(N, B, ,j|V¥(J5)IN, A) . (75)

Egs. (74) and (75) give a relation between a current’s matrix element involving nucleon states
and a matrix element involving antinucleon states. Because of the isospin symmetry, we can
define

(N,B,psim,j kx| A" N, A, pi)

= (5]151; ﬁ(}ﬂf)rélym(pf/ kﬂ; Pi, Q)”(Pl)

A

(T T

+ie'y <2> w(pp)Thsym(p g ks pi, q)u(pi) - (76)
B

Vector currents can be decomposed in the same way. From crossing symmetry, we can see

(N, B, pyi 7, kel A [N, A, p;)

= =808 0(pi)Thym(—pi ki —p s, 9)0(pp)
. TkT b
—iely (—2 ) A6(p,-)rfz‘sym(—pi,kn;—Pf,q)v(zﬂf)
= sl a(py) (—crfy”m(—pi,kn;—pf,q)c) u(pi)

Tk A
—ie'y (2> u(py) (—CFL"ym(—mkn; —Pf,q)C) u(pi). (77)
B
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In Eq. (77), the —% o7 appears because antiparticles furnish the complex conjugate
representation. (It is equivalent to the original representation.) C is the charge conjugation
matrix applied to a Dirac spinor, i.e., ©(x) = C(p(x))T. By comparing Eq. (77) with Eq. (74),
we have the following constraint on the axial current’s matrix element:

Ty . _ iz .
- Cr(g)sym(_Pwkm Pfr”i)c = (‘f)r(g)sym(Pf/km pi q) - (78)
Similarly, we have the following constraint on vector current’s matrix element:

_Cr(Ta];sym(—Pi,kn;—szq)C - (:)r?a)sym(pf’k”; pird) - @)

For the baryon current (N, B’, 7, j|JkIN, A) = (3 'r]-)B’f} H(pf)rg(pf,kn;p,-,q)u(pi), G parity
indicates

— CT " (=pi ks —py,9)C = —Th(ps, ki pisg) - (80)

Now we can see how adding a crossed diagram involving the A is necessary to satisfy G parity.
For example, let’s talk about the vector current’s matrix element. If we define it for diagrams
(a) and (b) in Fig. 1 as follows:
(VIt)a = T T3 T (ps ks pio )i, (81)
(VI = THTE AT oss(p g ks pis ) - (82)

Then by using Eq. (98), we get [here we include only diagram (a) and (b) contributions]

2
M _ M M
r(a)sym 3 <rd1‘r (‘l') rcrOSS> . (83)
By calculating the diagrams, it is straightforward to prove that

— CTefoss(—pickns —p9)C = —Th (pg, ki pis) (84)

This equation justifies the G parity of the vector current’s matrix elements. Other currents’
matrix elements can be justified in a similar way.

Now we discuss the Hermiticity of the current. Let’s consider (N, rwout|J#|N, in):
(N, pg, 70, kr,out|J'|N, p;,in)* = (N, p;, in|Jt™|N, P, 7k, out)
# (N, pi,outUW\N,pf, 7, ke, in) (85)
But how do we generally understand (i, in|O| f, out)? Naively, we would have the following:

(i, in|O|f, out) = {(i|U(—o0,0)U(0, H)o(£)U(t, 0)L(0, +00)|f)

— (i[To(t)expli [ dtHi(1)]If) (56)
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Here O and o(t) are the operators in the Heisenberg and interaction pictures. T is another type
of time ordering: TH(t1)H|(t2) = 0(t> — t1)H(t1)H (t2) + 0(t — t2)Hi(t2)Hy(t1). It is easy
to realize that in momentum space, if we mirror the pole of the T defined Green’s function,
and apply (—) to the overall Green’s function, we get the T defined Green’s function. Second,
each interaction vertex in the (i, in|O|f,out) calculation differs from that of (i, out|O|f,in) by
a (—) sign. Third, since now all the poles are in the first and third quadrants in the complex
momentum plane, the corresponding loop integration differs from the normal loop integration
by a (—) sign! So, without a rigorous proof, we have that after calculating (i, out|O|f,in),
if we mirror all the poles relative to the real axis for the propagator and apply a phase
(—)V=Vo)+I+L — (Vo1 o it, then we get the corresponding (i, in|O|f,out). Here V,V, I,
and L are the number of vertices in the graph, vertices in the operator O, internal lines, and
loops. For the current operator /¥, V, = 1 and hence the phase is (+).

Now let’s proceed to see the consequence of the Hermiticity of J*(x = 0), i.e., Ji*t = ]f :
(N, B, P 7T, j, ke, out]| Jin IN, A, p;,in)*
= (N, A, py,in|J}|N, B, ps, 70, j, ke, 0ut)
= (N, A, pi,out|J'|N,B, ps, 7, j, ke, in) | pm

= 601 (N, A, pi, 0,1, ke, out|J'* [N, B, p, in) | pm - (87)

Here |pm indicates poles are mirrored with respect to the real axis. In the following, we
decompose the general current matrix element into symmetric and antisymmetric parts, as
we did in in Eq. (76):

(N,B,py, 7, ke, out|J*|N, A, p;,in)*
= 30 (P Ty (py ks i ) (py) — i€/ () (P oy (o Ko i )upy) . (88)
Here, T = 'yOF’L"yO. Meanwhile, Eq. (87) can be rewritten as

N/ A/ ir 70, ‘// _kT[/ out i/‘ll N/ B/ ’ in m 5ff’(5jj/
Pis 78] pf i) lp

= 6l [5}1553 w(pi) Thym(pis —krms pr —a)u(py)
B
. gl Tk _ U
+Z€j’k D) ”(pi)rusym(pir_km'pf,—LI)u(pf)
A pm
= S0k u(pi)Thyn(pis ~kow py, ~)u(py)
iOA WPi )L sym\Pir =K, Pfr —q)UPf) lpm
k(TR B
* lei] (?k)A u(p,-)l"f,‘sym(p,-, —kz;pg, —q)u(pf)lpm . (89)
If we compare Eq. (88) with Eq. (89), we see the Hermiticity constraint is

VO[F?a)sym(pf’k”; Pi,q)r’ro - (T)r?a)sym(pi/ —kn; pfs =) lpm - (0)
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Now let’s focus on the constraint on diagrams (a) and (b) in Fig. 1. We can check by calculating
diagrams:

fg,-,(r’f,kn; pi,q) = rlgross(pi/ —kx; Ps —L])‘pm . 1)

We can choose kinematics where no poles and cuts arise, i.e., there is no phase shift, and
then test the constraint without |pm. The preceding observation, with Eq. (83) taken into
account, leads to the satisfaction of the constraint in Eq. (90). The Hermiticity of the baryon
current can be studied in a similar way, and hence is not shown explicitly here. Moreover, it is
interesting to see that the higher-order contact terms satisfy the requirements due to G parity
and Hermiticity on a term-by-term basis.

4.2 Weak production of pions from nuclei, A dynamics

With the development of neutrino-oscillation experiments, precise knowledge about the
neutrino (antineutrino)-nuclei scattering cross sections is needed for the understanding of the
experiments’ background. Take MiniBooNE (Aguilar-Arevalo et al., 2009; 2010), for example;
the median energy of the neutrino (antineutrino) beam is around 0.6 (0.5) GeV, and the
high-energy tail extends up to 2 GeV. In this regime, the A is the most important resonance for
the interaction mechanism, except in the very low-energy region. Therefore, to understand
pion production, we need to study A dynamics in the nucleus. This subject has been
extensively discussed in the nonrelativistic framework (Hirata et al., 1976; Horikawa et al.,
1980; Oset & Salcedo, 1987), and it has also been initiated in the relativistic framework in
(Herbert et al., 1992; Wehrberger et al., 1989; Wehrberger & Wittman, 1990; Wehrberger, 1993).
It is shown that the A width increases in the normal nuclear medium, since new decay
channels are opened, like AN — NN, for example. The real part of the A’s self-energy has
also been studied. From the lagrangian in Eq. (63), we can see that the two parameters s and
hy in the lagrangian are impor’can’c.3 However, the information in (Boguta, 1982; Kosov et al.,
1998; Wehrberger et al., 1989; Wehrberger, 1993) is still limited. In (Serot & Zhang, 2011a;b),
we have realized that these A-meson couplings are responsible for the A’s spin-orbit coupling
in the nucleus, and based on this we provide some information about the couplings from this
new perspective.

Meanwhile, the A dynamics is also strongly correlated with the pion dynamics in the
nuclear medium, and hence is important for understanding the pion’s final state interactions,
especially in the energy regime of these neutrino-oscillation experiments.

5. Summary

In this work, we have studied EW interactions in QHD EFT. First, we discuss the EW
interactions at the quark level. Then we include EW interactions in QHD EFT by using
the background-field technique. The completed QHD EFT has a nonlinear realization of
SU(2)L ® SU(2)r ® U(1)p (chiral symmetry and baryon number conservation), as well as
realizations of other symmetries including Lorentz-invariance, C, P, and T. Meanwhile,
as we know, chiral symmetry is manifestly broken due to the nonzero quark masses; the
P and C symmetries are also broken because of weak interactions. All these breaking
patterns are parameterized in a general way in the EFT. Moreover, we have included the

3 h, should not play an important role in normal nuclei with small asymmetry.
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A resonance as manifest degrees of freedom in our QHD EFT. This enables us to discuss
physics at the kinematics where the resonance becomes important. As a result, the effective
theory uses hadronic degrees of freedom, satisfies the constraints due to QCD (symmetries
and their breaking pattern), and is calibrated to strong-interaction phenomena. (The EW
interaction of individual hadrons, like the transition currents discussed in this work, need to
be parameterized.) So this effective field theory satisfies the three listed points laid out in the
Introduction.

The technical issues that arise when introducing the A in the EFT need to be emphasized
here. It has been proven that the general EFT with conventional interactions has no redundant
degrees of freedom (Krebs et al., 2009). (Unphysical degrees of freedom have been considered
in the canonical quantization scheme as the reason for pathologies in field theory with
high-spin fields.) However, the proof rests on the work of (Pascalutsa, 1998), which claims that
gauge invariance could eliminate the redundant degrees of freedom. Here, we have provided
another perturbative argument about this issue, which indicates that as long as we work in
the low-energy and weak-field limit, the unphysical degrees of freedom do not show up. This
condition is satisfied in the EFT. Throughout the argument, we do not need to make use of the
gauge-invariance requirement. And in this way, we can easily see the redundancy of off-shell
interactions, which has also been rigorously addressed in (Krebs et al., 2010). Moreover, the
argument can be easily generalized to other high-spin fields.

To appreciate the importance of the symmetries realized in QHD EFT, we have discussed the
currents” matrix elements in pion production from nucleons. The calculation and results are
detailed in (Serot & Zhang, 2010). Here, we first briefly mention the consequence of chiral
symmetry (and its breaking), i.e., CVC and PCAC. These two principles provide important
constraints on the EW interactions at the hadronic level. The G parity is then studied for pion
production. This provides another constraint on the analytical structure of matrix elements.
Meanwhile, it also points out the importance of including cross diagrams involving the A.
When combining the A’s contribution in the s and u channels, the full result respects G
parity. Moreover, the constraint due to the Hermiticity of current operators is explored. It is
important to notice that other contact terms respect all these constraints. So, it is necessary to
have a theoretical framework that satisfies these constraints. The QHD EFT, with symmetries
included, clearly provides such a framework.

However, the calibration of a model on the hadronic level does not guarantee its success
at the nuclear level. To study EW interactions in nuclei, we clearly have to understand
how the nucleons are bound together to form nuclei. QHD has been applied extensively to
this kind of problem (Serot & Walecka, 1986; 1997), and the recently developed chiral QHD
EFT has also been tested in the nuclear many-body problem (Furnstahletal., 1997). The
mean-field approximation is understood in terms of density functional theory (Kohn, 1999),
and hence the theory calibrated to nuclear properties includes many-body correlations beyond
the Hartree approximation. Moreover, the power counting of diagrams in terms of O(k/M)
(k can be the Fermi momentum, mean-field strength, or other dimensional quantities) in the
many-body calculations has also been studied in this framework with the justification that
fitted parameters are natural (Hu et al., 2007; McIntire et al., 2007). This enables us to discuss
the EW interactions order-by-order in the nuclear many-body system using QHD EFT.

As mentioned before, we have initiated the study of weak production of pions due to neutrino
and antineutrino scattering off nuclei in this framework (Serot & Zhang, 2010; 2011a;b).
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Moreover, we also studied the production of photons, in which the conservation of the EM
current is clearly crucial. The discussion of power counting has been presented in these
references. Furthermore, we should also anticipate the importance of A dynamics modified in
nuclei. It has been studied in the nonrelativistic framework, but just started in the relativistic
framework. The study indicates that the A decay width increases at normal nuclear density
because the reduced pion-decay phase space is more than compensated by the opening of
other decay channels. But a detailed discussion on this is still needed. The real part of the
A self-energy is still unclear. As we pointed out, the /s and i, couplings in Eq. (63) play
important roles, but there are still limited constraints on them. (Some constraints have been
gained from an equation of state perspective, and others come from electron scattering.) As
we realized in (Serot & Zhang, 2011a;b), the phenomenologically fitted spin-orbit coupling of
the A in the nucleus may shed some light on this issue. Clearly, more efforts are needed to
study A dynamics, which in the meantime is closely related to pion dynamics in the nuclear
many-body system.
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7. Appendix

A. Isospin indices, T matrices

Suppose f are the generators of some (ir)reducible representation of SU(2); then it is easy to
prove that (6 = —e~ ")

(~FT) =%l 5, =1 e, —F' =85 . 92)

Here the superscript T denotes transpose. This equation justifies the use of é as a metric
linking the representation and the equivalent complex-conjugate representation. One easily

finds for D(3/2), D) and D(1/2),

0001 00 0-1
s_ [ 00-10 , 5, = 0010 , ©3)
0100 0-10 0
-10 00 1000
00-1 00-1
si=1010 |, syj=1010], (94)
-10 0 -10 0

s (01 - (01
5 _(_10>, ‘5/*3_(10)' (95)
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We now turn to the T matrices. As discussed in Sec. 3.1,

; 3 1.
T; i = <§;ﬁ|1, 5;11A> ’

(96)
1. .3
L= (L g AlSia)

It is easy to prove the following relations (here 7' is a Pauli matrix):
Ty =8t iy, 97)

NE — e ptiB_zize_ 1. _j\B
(P), =TT " =335 - sk, (98)
THA T, =5). (99)

Here Pf is a projection operator that projects #(1/ 2) @ HW onto H(3/2).
A few words about 'é;k are in order here. We have the following transformations of pion fields:

i I

T :nu} here,i = +1,0,—-1; I=xy,z,
1,1
V2 V2
(7, 7% 7l = (n%, ¥, n®) | =1 1| . (100)
V2 V2
010

Under such transformations,

gilk = u u]]' ”’I(< ellK = det(uﬂ)e’jk = —ielk
{—i, if ijk = +1,0,—1;

—idp, ifijk=P(+1,0,—1).

(101)

Here Jp is the phase related with the P permutation. It is 4+ (—) with an even (odd) number
of permutations. To simplify the notation, we will ignore the tilde on 6 and € in other places.

B. Expansion of tilde objects

Here we show some details about vy, ay,, Flgf ) and others, which are needed for understanding
electroweak interactions in QHD EFT. The pion-decay constant is f; ~ 93 MeV.

Tt o TC Oy 7T

Tr(—[U,otu™) ~ 2ielk 2L 278 102
(2[ ) Fo fr (102)
i + ‘ayni

Tr({U,o"U"}) =~ —2i , (103)
2 fr
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§*§§+§§§* ~T, (104)
,;’r;g_,;;g* ~ —eijk%”[k, (105)
Oy ~ 2f2 el n]aynk 5 v,-y-; —elik % % iy, (106)
iy ~ fn dum + aiy 21- 4 €lik % %vm , (107)

_ 1 7
va ~ Fel] a]ﬂ'[]'avﬂk E
s

([ 3 e g 3] o)

+ background interference terms, (108)
Ppv = Py + 8,0y, pv] + ([T, pu]l = V), (109)
frpv + frRuv = 207,vy) — 2i[vy, o] = 2ifay, ay], (110)
fLP“’ — fRﬂV = —Za[yav] +2i[v;¢ , ay] + Zi[ay , v, (111)
F;(J) ~ 28[ v +2€ ijk ; 71 Tk a (12iv] +background interference, (112)

(=) o _ ik 5 Tk .
Fy ' =~ =202, —2€ o2 9, Vi) + background interference. (113)

us

C. Properties of projection operators in the spin-3/2 propagator

We have properties about these spin projectors:

(P (P = a1ya(PYY, (114)
ypid) = Py —o, (115)
ppld) = pl3) 0. (116)

Based on the above identities, we can prove that

p(%)+p1(1%)+p2<2%) =1, (117)
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pl2) 4 pl3) = p(1) (118)

P 4l = 1
n o Pl =0. (119)
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1. Introduction

In this chapter, we review some aspects of physical systems described by quantum fields
defined on spaces with compactified dimensions. For a D-dimensional space, this means we

are considering a space which has a topology of the type I'Y, = (Sl)d x RP=4, with d (< D)
being the number of compactified dimensions, each with the topology of a circle. This is the
type of topology that emerges, for instance, in quantum field theory at finite temperature: the
Matsubara formalism imposes that the time direction is compactified in a circle with length
B = 1/T , where T is the temperature; its topology is then Ti = S! x R3 in the notation
introduced above. Another important example involves spacetimes of dimensions D larger
than four, with the “extra” or “hidden” dimensions being compactified and assumed to be
very small, as in Kaluza—Klein and string theories. In any case, the topology 1"”1’3 mentioned
above corresponds to a generalized Matsubara formalism, in which imaginary-time and
spatial coordinates may be simultaneously compactified.

In the last few decades, this generalized Matsubara formalism has been employed in many
instances of condensed-matter and particle physics. Some of them are: (1) the Casimir
effect, studied in various geometries, topologies, fields, and physical boundary conditions
[Bordag et al. (2001); Milonni (1993); Mostepanenko & Trunov (1997)], in a diversity of
subjects ranging from nanodevices to cosmological models [Bordag et al. (2001); Boyer (2003);
Levin & Micha (1993); Milonni (1993); Mostepanenko & Trunov (1997); Seife (1997)]; (2) the
confinement/deconfinement phase transition of hadronic matter, in the Gross—Neveu and
Nambu-Jona-Lasinio models as effective theories for quantum chromodynamics [Abreu et
al. (2009); Khanna et al. (2010); Malbouisson et al. (2002)]; (3) quantum electrodynamics with
one extra compactified dimension, which leads to estimates of the size of extra dimensions
compatible with present-day experimental data [Ccapa Tira et al. (2010)]; (4) the study of
superconductors in the form of films, wires and grains [Abreu et al. (2003; 2005); Khanna
et al. (2009); Linhares et al. (2006; 2007); Malbouisson (2002); Malbouisson et al. (2009)], in
which the Ginzburg-Landau model for phase transitions is defined on a three-dimensional
Euclidean space with one, two or three dimensions compactified.

When studying the compactification of spatial coordinates, however, it is argued in Khanna
et al. (2009) from topological considerations, that we may have a quite different interpretation
of the generalized Matsubara prescription: it provides a general and practical way to account
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for systems confined in limited regions of space at finite temperatures. Distinctly, we shall
be concerned here with stationary field theories and employ the generalized Matsubara
prescription to study bounded systems by implementing the compactification of spatial
coordinates; no imaginary-time compactification will be done, temperature will be introduced
through the mass parameter in the Ginzburg-Landau Hamiltonian. We will consider a
topology of the type ') = RP~ x (S1); x (S1)y x - -+ x (S1) 4, where (S')y,...,(S!), refer
to the compactification of d spatial dimensions.

In the following, we shall concentrate on Euclidean scalar field theories defined on such
spaces, with the Matsubara formalism applied to spatial coordinates. Our aim is to describe
the influence of compactification on physical phenomena as phase transitions in which, for
instance, the critical temperature depends on the parameters of compactification, that is, on
the “size” of the system. This means that, for instance, superconductors inside spatially bound
spaces such as films, wires and grains may have a critical temperature distinct from the same
material in the bulk form.

In this chapter, the way in which the critical temperature for a second-order phase transition
is affected by the presence of confining boundaries is investigated on general grounds. We
consider that the system is a portion of material of some size, the behavior of which in the
critical region is derived from a quantum field theory calculation of the dependence of the
physical mass parameter on its size. We focus in particular on the mathematical aspects of
the formalism, which furnish the tools to study boundary effects on the phase transition. We
consider the D-dimensional Ginzburg-Landau model compactified in d (< D) of the spatial
dimensions. The Ginzburg-Landau Hamiltonian, considering only the term Ag?, is known
to lead to second-order transitions. In its version with N-components, in the large-N limit,
we are able to take into account nonperturbatively corrections to the coupling constant. In
this case, we shall obtain expressions for the transition temperature in the general situation.
Particularizing for D = 3and d = 1,d = 2 and d = 3, we have the critical temperature
Tc(L) for the system in the form of a film of thickness L, an infinitely long wire having
a square cross-section L2, and for a cubic grain of volume L3, respectively. We show that
Tc(L) decreases as the size L is diminished and a minimal size for the suppression of the
second-order transition is obtained.

We also consider the model which, besides the quartic scalar field self-interaction, a sextic
one is present. The model with both interactions taken together leads to a renormalizable
quantum field theory in three dimensions and it may describe first-order phase transitions.
We consider this formalism in a general framework, taking the Euclidean D-dimensional
—Alol* +719/° (A, 7 > 0) model with d = 1, 2, 3 compactified dimensions. It is known that
such potential ensures that the system undergoes a first-order transition. We obtain formulas
for the dependence of the transition temperature on the parameters delimiting the spatial
region within which the system is confined. Surely, there are other potentials which may be
considered, for instance, the Halperin-Lubensky—Ma potential [Halperin et al. (1974)], which
also engender first-order transitions in superconducting materials by effect of integration over
the gauge field and takes the form —a¢® + B¢*.

We start from the effective potential, which is related to the physical mass and
coupling constant through renormalization conditions. These conditions, however, reduce
considerably the number of relevant contributing Feynman diagrams, if one wishes to be
restricted to 1- or 2-loop approximations. For second-order transitions, we need to consider
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only the tadpole diagram to correct the mass and the 1-loop four-point function to correct the
coupling constant. For first-order transitions, we will not, for simplicity, make corrections to
the coupling constant. In this case, just two diagrams need to be considered: a tadpole graph
with the ¢* coupling (one loop) and a “shoestring” graph with the ¢°® coupling (two loops).
No diagram with both couplings needs to be considered. The size dependence appears from
the treatment of the loop integrals. The dimensions of finite extent are treated in momentum
space using the formalism of Khanna et al. (2009).

It is worth noticing that for superconducting films with thickness L, a qualitative agreement
of our theoretical L-dependent critical temperature is found with experiments. This occurs in
particular for thin films (in the case of first-order transitions) and for a wide range of values of
L for second-order transitions [Linhares et al. (2006)]. Moreover, available experimental data
for superconducting wires are compatible with our theoretical prediction of the first-order
critical temperature as a function of the transverse cross section of the wire.

Finally, we discuss the infrared behavior and the fixed-point structure for the N-component
Ag* model in the large-N limit, with a compactified subspace. We study the cases in which
the system has no external influence and in which the system is submitted to the action of an
external magnetic field. In both situations, with or without a magnetic field, we get the result
that the existence of an infrared stable fixed-point depends only on the space dimension; it
does not depend on the number of compactified dimensions.

2. Critical behavior of the compactified A ¢* model

We start by considering the complex scalar field model described by the Ginzburg-Landau
Hamiltonian density in a Euclidean D-dimensional space, in the absence of any geometrical
constraints, given by (in natural units, 1 = ¢ = kg = 1)

1 1 s A
H =5 |oue| 0"l + 5m5 o” + 7 1ol (1)

where A > 0is the physical coupling constant. As usual, near criticality, the bare mass is taken
asm3 = a(T — Tp), with « > 0 and T being a parameter with the dimension of temperature,

which is interpreted as the bulk transition temperature.

Let us now take the system in D dimensions confined to a region of space delimited by d < D
pairs of parallel planes. Each plane of a pair j is at a distance L; from the other member of
the pair, j = 1,2,...,d, and is orthogonal to all other planes belonging to distinct pairs {i},
i # j. This may be pictured as a parallelepipedal box embedded in the D-dimensional space,
whose parallel faces are separated by distances Ly, Ly, ..., L;. To simplify matters, we shall
take all L; = L. Let us define Cartesian coordinates r = (xq,xp,...,%4, z), where z is a
(D — d)-dimensional vector, with corresponding momentum k = (ky,ko,..., ks, q), q being
a (D — d)-dimensional vector in momentum space. The generating functional of Schwinger
functions is written in the form

L Ly
Z:/Dgol)(p*exp (—/0 dx1~~~/0 dxd/dD’dz’H(|q)\,|Vq)|)>, (2)

with the field ¢(xq, ..., x4, z) satisfying the condition of confinement inside the box, ¢(x; <
0,z) = ¢(x; > 0, z) = const. Then, following the procedure developed in Khanna et al.
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(2009), we introduce a generalized Matsubara prescription, in which the Feynman rules are
modified through the replacements

Ll o
1 Z ki — U104, ®)

dk

Notice that compactification can be implemented in different ways, as for instance by
imposing specific conditions on the fields at spatial boundaries. We here choose periodic
boundary conditions.

In principle, the effective potential for systems with spontaneous symmetry breaking is
obtained, following the Coleman-Weinberg analysis [Coleman & Weinberg (1973)], as an
expansion in the number of loops in Feynman diagrams. Accordingly, to the free propagator
and to the tree diagrams, radiative corrections are added, with increasing number of loops.
Thus, at the 1-loop approximation, we get the infinite series of 1-loop diagrams with all
numbers of insertions of the ¢* vertex (two external legs in each vertex).

At the 1-loop approximation, the contribution of loops with only |¢|* vertices to the effective
potential in unbounded space is

(o)

_ e sp_L Ak
Ui(go) = Yoo [Ala] [ (@2n)P [+ m2)’ @

s=1

where m is the physical mass and the parameter s counts the number of vertices on the loop.

In the following, to deal with dimensionless quantities in the regularization procedures, we
introduce parameters 2 =m2/4m?, 12 =471, g =3A/ 8712, where @o is the normalized
vacuum expectation value of the field (the classical field). In terms of these parameters
and performing the Matsubara replacements (3), the one-loop contribution to the effective
potential can be written in the form

Uy (¢o,a) = a?/? Z 8 5| po|*

/ dedq . (5)
e ,ndffoo nd) +2+ g

It is easily seen that only the s = 1 term contributes to the renormalization condition

9*U(go)

2
= m*-. (6)
8(p%

$o=0

It corresponds to the tadpole diagram. The integral over the D — d noncompactified
momentum variables is performed using a well-known dimensional regularization formula
[Zinn-Justin (2002)] so that, for s = 1, we obtain

1 B D—d 2 (2-D+d
th(gn0) = 32700 (1= 228 ) gloPzg (227 50), @
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where Zfiz ( W ;a) is one of the Epstein—-Hurwitz zeta functions, defined by

+0c0
Zgim,eag) = Y (@ dagmg+ )7, ®)

valid for Re(v) > 1.

Next, we can use the generalization to several dimensions of the mode-sum regularization
prescription described in Elizalde (1995). It results that the multidimensional
Epstein-Hurwitz function has an analytic extension to the whole v complex plane,
which may be written as

v—=44+1, 2v—47d4/2
7§ (v;L) = 2ot LT g . 'L {zvf%lmHVr (vf g)
r (1 — T—) T'(v)

2y (" g7V1< L

d
oo 27
d m

nl,...,ndzl L\/m
xK, 4 (mLM)} , o)

where the K, (z) are modified Bessel functions of the second kind. Taking v = (2 —D +d)/2
in Eq. (9), we obtain from Eq. (7) the effective potential in D dimensions with a compactified
d-dimensional subspace:

3Mol* [,-pja-1, p-2p (2-D
ul(‘POrL):W 2 me T =5

+2

- D/2-1
+d Z (%) Kpjp—q(mLn)+ ---
n=1

D/2-1
m

00
L Y [ —
ny,...,ng=1 L\/m
XKD/Z—l (WILM)} , (10)

where we have returned to the original variables, A and L.

Notice that in Eq. (10) there is a term proportional to I' (%), which is divergent for even
dimensions D > 2, and should be subtracted in order to obtain finite physical parameters. For
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odd D, the above gamma function is finite, but we also subtract this term (corresponding to a
finite renormalization), for the sake of uniformity. We get

3A| |2 >
Uy r(@o, L) = 2 Iq01%/2{ Z:(Ln

D/2-1
) KD/Zfl(an) + -

D/2-1
424-1 i _m
Hl,m,l’ld:l L\/m
xKp/o-1 (WLM)} . (11)

Then the physical mass is obtained from Eq. (6), using Eq. (11) and also taking into account the
contribution at the tree level; it satisfies a generalized Dyson-Schwinger equation depending
on the finite extension L of the confining box:

(o)

AR m{ L ()" Kopalnta) +-

D/2-1
4211 i m
ny,...,ng=1 L\/m
><KD/Z*l (mL\/m>:| . (12)

It is not envisageable to solve the above equation analytically for the mass. However, if we
limit ourselves to the neighborhood of criticality, then we can put m?(L) = 0, and we may also
use an asymptotic formula for a Bessel function with a small argument, Ky (z) ~ %F(v) (2/z)Y
(z ~ 0). In this way, the coefficients and arguments of the Bessel functions cancel out and we
rewrite (12) as

m?(L) ~ mj + :T/\nr (g — 1) EEl (% — 1;L)
+d(d—1)E, (g - 1;L> 4 4+2972E, <% - 1;L)] ,
(13)
where the Ej,(v; L) are generalized Epstein-Hurwitz zeta functions defined by Kirsten (1994)
Ep(v;L) =L il il (Bt +m2) (14)
ni= ny=

[for details, see Malbouisson et al. (2002)]. Notice that, for p = 1, Ep reduces to the Riemann
zeta function {(z) = ;7 n =

Having developed the general case of a d-dimensional compactified subspace, we consider an
illustrative example. We choose d = 1, the compactification of just one dimension, along the
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x1-axis, say, meaning that we are considering that the system is confined between two planes,
separated by a distance L (film of thickness L). Then, Eq. (13) simplifies to

37 D
7#@)zmam+igyﬁﬁzT(E—l)ﬂD—ﬂ, (15)

where {(z) is the Riemann zeta function. This equation is well defined for D > 3, but not
for D = 3, due to the pole of the zeta function. However, we can assign it a meaning
for the significative dimension D = 3 by adopting a regularization procedure: we use the
well-known formula

. 1
ilg%(:(z) T z—1

where ¢ =~ 0.5772 is the Euler-Mascheroni constant, for { (D — 2) in Eq. (15) and afterwards
we suppress the pole term at D = 3 (z = 1). Then, remembering that m% =a(T —Tp), we get
the L-dependent critical temperature,

+9, (16)

- A
Tcﬁlm(L) =To—C 0(7' 17
with ¢y = 21 )
Y

We see that, for L < (37/2m) (A/aTy), the critical temperature becomes negative, meaning
that the transition does not occur.

With analogous steps, we can take the cases of d = 2 and d = 3, in which the system is
confined within an infinite wire of rectangular cross section L> = A and a grain of volume
3 =V, respectively. In those cases, it is not necessary to renormalized the bare mass,
as we have done for a film, as the divergences coming from the zeta and gamma functions
completely cancel out algebraically. One obtains [Abreu et al. (2005)]

wire _ _
TC (A) - TO CZ D(A1/2/
. A (18)
grain . o
TC (V) - TO CSIXVl/S,
where C; and Cs are numerical constants. We note that, in all cases, it is found that the
boundary-dependent critical temperature decreases linearly with the inverse of the linear
dimension L, T(L) = Ty — C4A/«L, where a and A are the Ginzburg-Landau parameters, Ty is
the bulk transition temperature and C; is a constant depending on the number of compactified
dimensions. This is in accordance with arguments raised from finite-size scaling [Zinn-Justin

(2002)].

Such behavior suggests the existence of a minimal size of the system, below which the
transition is suppressed. It seems to be in qualitative agreement with experimental results
which indicate a minimal thickness of a film for the disapearance of superconductivity [Abreu
et al. (2004); Kodama et al. (1983)]; also, the behavior of nanowires and nanograins have been
studied [Shanenko et al. (2006); Zgirski et al. (2005)], searching for a limit on its size for the
material while retaining its superconducting character.
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3. First-order phase transitions

In the previous section, we have studied the Ginzburg-Landau Hamiltonian density,
solely containing the interaction term /\(p4, with A > 0, which describes second-order
phase transitions. Here we pass to consider the Ginzburg-Landau model in a Euclidean
D-dimensional space, including both qo4 and q06 interactions, in the absence of external fields;
its Hamiltonian is given by (again, in natural units, 1 = c = kg = 1)

1 1 2 2 )\ 4 17 6
H:§|aﬂ€"‘|ay€"|+§mo|4’| —Z\(P| +g|fP\ , (19)

where A > 0 and 77 > 0 are the physical quartic and sextic coupling constants. Near criticality,
the bare mass is given by m% = a(T/Ty —1), with a > 0 and Ty being a parameter with the
dimension of temperature. A potential of this type, with the minus sign in the quartic term,
ensures that the system undergoes a first-order transition. Recall that the critical temperature
for a first-order transition described by the Hamiltonian above is higher than Ty. This will
be explicitly stated in Eq. (25) below. Our purpose will be to develop the general case of
compactifying a d-dimensional subspace, in order to compare results for films, wires and
grains with the second-order ones given above.

We thus consider the system in D dimensions confined to a region of space delimited by
d < D pairs of parallel planes, as was done in the previous section, and introduce a
generalized Matsubara prescription as in Eq. (3), with periodic boundary conditions. We
again start from establishing the effective potential, related to the physical mass through a
renormalization condition, Eq. (6). This condition, however, reduces considerably the number
of relevant Feynman diagrams contributing to the mass, if we restrict ourselves to first-order
terms in both coupling constants: in fact, just two diagrams need to be considered in this
approximation, a tadpole graph with the ¢* coupling (1 loop) and a “shoestring” graph with
the ¢® coupling (2 loops).

Within our approximation, we do not take into account the renormalization conditions for the
interaction coupling constants, i.e., they are considered as already renormalized when they
are written in the Hamiltonian (the same was assumed in the previous section).

At the 1-loop approximation, the contribution of loops with only |¢|* vertices to the effective
potential is obtained directly from the previous section, Eq. (5). As before, we see that only the
s = 1 term contributes to the renormalization condition in Eq. (6). It corresponds to the tadpole
diagram. Tt is then also clear that all |pg|®-vertex and mixed |@o|*- and |pg|®-vertex insertions
on the 1-loop diagrams do not contribute when one computes the second derivative of similar
expressions with respect to the field at zero field: only diagrams with two external legs should
survive. This is impossible for a |pg|®-vertex insertion at the 1-loop approximation. Therefore,
the first contribution from the |@g|® coupling must come from a higher-order term in the loop
expansion. Two-loop diagrams with two external legs and only |@o|* vertices are of second
order in its coupling constant, and we neglect them, as well as all possible diagrams with
vertices of mixed type. However, the 2-loop shoestring diagram, with only one |@g|® vertex
and two external legs is a first-order (in #) contribution to the effective potential, according to
our approximation.

The tadpole contribution to the effective potential was treated in the previous section, through
dimensional and Epstein—-Hurwitz zeta-function regularizations and subtraction of a polar
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term, resulting in the expression Uy r of Eq. (11), in terms of modified Bessel functions. Now,
proceeding analogously for the 2-loop shoestring diagram contribution, we arrive at

M

2 il D/2-1
UZ,R((PO/Ll/---/Ld) = W‘¢0| |: < ) KD/Zfl(an)'i_"'

D/2-1
4271 i N
n],...,ndzl L\/m
2
XKp/2-1 (WLM)] . (20)

Then the physical mass m? (L) with both contributions is obtained from Eq. (6), using Egs. (11),
(20) and also taking into account the contribution at the tree level; it satisfies a generalized
Dyson-Schwinger equation depending on the extensions L of each dimension of the confining
box, as in Eq. (12). We should remember that the tadpole part has a change of sign with respect
to (12), reflecting the sign of A in the Hamiltonian (19).

A first-order transition occurs when all the three minima of the potential
1 A
U(go) = 5m* (L)l ol — Zlgol* + Lol @1

where m(L) is the renormalized mass defined above, are simultaneously on the line U(¢g) =
0. This gives the condition
372

For D = 3, the Bessel functions have an explicit form, Ky /5(z) = \/me™*/+/2z, which is to
be replaced in the expression for the renormalized mass. Performing the resulting sums, and
remembering that m3 = a(T/Ty — 1), we get

2 Ir_ SA Ay (1 emL o
m?(L) = <To 1) 4H{Lln(1 e )+

I S n%+-~~+n5]

ny,...,ng=1 ‘/Tl% 4+ -4 nﬁ

N [d _om(DLY 4.
82y [Lh‘(l ¢ )+

o~ M(L)L/1m3+- 4]

n,...,ng=1 L\/m

+29-1
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Then, introducing the value of the mass, Eq. (22), in Eq. (23), one obtains the critical
temperature

3A2\ ' [ 31 [d L
= - —— |=In(1- 16
fe(®) Tc{l (1+16770¢) {47To¢{Ln( ¢ ”)*
i eiL\/%\/m
m,...,nd:l L\/m
1 {Eln(l—efL\/%>+...

+24-1

642 | L
2
d eiL\/%\/m
2471y , 29)
nl,...,ndzl L\/m
where "
T.=Ty(14+ —— 2
0 ( * 16;7a) (25)

is the bulk (L — oo) critical temperature for the first-order phase transition.

Specific formulas for particular values of d are now given. If we choose d = 1, this corresponds

physically to a film of superconducting material, and we have that the transition occurs at the
critical temperature TA™ (L) given by

§ 2\ 1 2
Thilm (1) :Tc{l <1+ 3A ) { AT (pe*v%v)

16na 4ol

3A2 2
—m <ln(1 —e_L\/%)) ]} (26)

In the case of a wire, d = 2, the critical temperature is written in terms of L as

: 312\ !
wire _ _
TViIe(L) = T, {1 (1+ 16170‘)

A _L./32 g [aZ

X {72;& {ln(lfe k 15‘7)+1n(1fe k 16'?)

) i (;L\/%\/W

Jr -
ni,np=1 A/ Vl% + n%
/342 _ 3\2

n <ln(1—efL W)—l—ln(l—e L 16”)

321212

2
32 /5
0 G*L\/ 161/ ni+n3 )

+2 )Y ——
ni,np=1 A/ Vl% =+ Vl%

(27)
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Finally, if we compactify all three dimensions (d = 3), which leaves us with a system in the
form of a cubic “grain” of some material, the dependence of the critical temperature on its
linear dimension L is given by

: 302\ (3
grain _ .
T <L>_TC{1 (1o 29y {2

_./32

lév)+...

/3A2 2,212
o0 efL Toy VM 1515

X {3ln(1 —e

+4

3)2

Ul SNE
—— 1 _13In(1— 167
R22al? { n{l—e )+
2
B A N
+4 Y . (28)

Comparing Egs. (26)-(28) with the general behavior of the critical temperature obtained in
the previous section, we see that in all cases (film, wire or grain), there is a sharp contrast
between the simple inverse linear behavior of T; (L) for second-order transitions and the rather
involved dependence on L of the critical temperature for first-order transitions.

In Linhares et al. (2006; 2007), we have shown that our general formalism could be not of a
purely academic interest, but that it could be used to describe some experimentally observable
situations. Experimental data on the critical temperature obtained from superconducting films
and wires can be compared with our theoretical expressions. In Linhares et al. (2006), the
coupling constants A and # have been determined as functions of the microscopic parameters
of the material, which was done generalizing Gorkov’s [Kleinert (1989)] microscopic
derivation done for the Ag* model, in order to include the additional interaction term 7 ¢°
in the free energy. See Linhares et al. (2006; 2007) for details.

As described in Linhares et al. (2006), the transition temperature as a function of the thickness
for a film grows from zero at a nonnull minimal allowed film thickness above the bulk
transition temperature T, as the thickness is enlarged, reaching a maximum and afterwards
starting to decrease, going asymptotically to T, as L — oo. Our theoretical curve is in
qualitatively good agreement with measurements, especially for thin films [Strongin et al.
(1970)]. This is illustrated in Figure 1. This behavior can be contrasted with the one shown
by the critical temperature for a second-order transition. As one can see in Figure 2, in
this case, the critical temperature increases monotonically from zero, again corresponding
to a finite minimal film thickness, going asymptotically to the bulk transition temperature
as L — co [Abreu et al. (2004)]. Such behavior has been experimentally found for a variety
of transition-metal materials [Kodama et al. (1983); Minhaj et al. (1994); Pogrebnyakov et al.
(2003); Raffy et al. (1983)]. Since in this section a first-order transition is explicitly assumed,
it is tempting to infer that the transition described in the experiments of Strongin et al. (1970)
is first order. In other words, one could say that an experimentally observed behavior of
the critical temperature as a function of the film thickness may serve as a possible criterion
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Fig. 1. Critical temperature Tfl™ (K) as a function of the thickness L(A), with data
from Strongin et al. (1970) for a superconducting film made from aluminum.
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Fig. 2. Critical temperature TAlm (K) as a function of the thickness L(A) for a second-order
transition, with data from Kodama et al. (1983) for a superconducting film made from
niobium.

to decide about the order of the superconductivity transition: a monotonically increasing
critical temperature as L grows would indicate that the system undergoes a second-order
transition, whereas if the critical temperature presents a maximum for a value of L larger than
the minimal allowed one, this would be signaling the occurrence of a first-order transition.
If we consider a sample of superconducting material in the form of an infinitely long wire
with a cross section L?, the same arguments and rescaling procedures used for films apply. In
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this case, the theoretical curve T} ire yg I, together with Al data from Shanenko et al. (2006);
Zgirski et al. (2005) agree quite well, for not extremely thin wires. One may conclude that the
phase transition of these superconducting aluminum wires is first order, just as for aluminum
films. The interested reader will find details in Linhares et al. (2006; 2007).

4. Coupling-constant corrections for second-order transitions

We have so far discussed the critical properties of confined superconducting matter under the
assumption that the coupling constants, as they appear in the Hamiltonian, are the physical
ones. It is however expected that the compactification of spatial dimensions as we have
described also has an influence on the coupling constants and consequently on the behavior
of the transition temperature with respect to the size of the compactified space. To undertake
such study, we shall consider the four-point function at zero external momenta, which is the
basic object for our definition of the renormalized coupling constant. We shall analyze it in
the O(N)-symmetric version of the D-dimensional Ginzburg-Landau model, described by the
Hamiltonian density

A
H = 0upad"pa + m%(T)(Pu% + N (Pagpa)?, (29)

and take the large-N limit. In Eq. (29), A is the coupling constant and m3(T) = a(T — Tp) is
the bare mass, as before. The compactification procedure is the same as that implemented in
section 2 and we look for the 1-loop contribution from ¢* vertices for the effective potential
after compactification of d dimensions. We may use directly Eq. (10), taking care that the
convention for the coupling constant has changed: A/4 — A. The mass is obtained from the
normalization condition (6) and the coupling constant from

4
T Uy =

, (30)
3([)(2) $o=0

z|>

where U is the sum of the tree-level and 1-loop contributions to the effective potential.

The coupling constant is defined in terms of the 4-point function for zero external momenta,
which, at leading order in 1/N, is given by the sum of all chains of 1-loop diagrams, which
has the formal expression

A/N

i (p=0,mL) = H)\F/Im (31)
where II(m,L) = II(p = 0,m,L) corresponds to the one-loop four-point diagram, after
compactification. Next, we use the renormalization condition (30), from which we deduce
formally that the one-loop four-point function IT(m, L) is obtained from the coefficient of
the fourth power of the field (s = 2) in Eq. (10). A divergent (for even dimensions) term
is subtracted to give the finite one-loop four-point function ITg(m, L), which corresponds
to (11). Such subtraction is performed even in the case of odd dimensions, where no pole
singularity occurs (finite renormalization). From the properties of Bessel functions, we see
that ITr(m,L) — 0 as L — oo, whereas it diverges when L — 0. We conclude that the
renormalized one-loop four-point function is positive for all values of D and L.
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Let us define the the L-dependent renormalized coupling constant Ag(m, L), at leading order

in1/N, as
4 A
NTER(p = 0,m, L) = Ar(m,L) = 13— 2

In the absence of constraints, the L — oo limit of Fg)R (p = 0,m, L) defines the corresponding

renormalized coupling constant Ag (). We get simply that Ag(m) = A. This means that a
renormalization scheme has been chosen so that the constant A appearing in the Hamiltonian
corresponds to the renormalized coupling constant in the absence of boundaries.

The physical mass is obtained at 1-loop from (12), with A/4 — A, and (6), after also changing
A — Ar(m, L), given by (32). One should remember, however, that Ag (m, L) is itself a function
of m = m(T,L). Therefore, m(T, L) is given by a complicated set of coupled equations. Just
like in the situation in section 2, without the corrections in A, it has no analytical solution
in general. Nevertheless, as before, if we limit ourselves to the neighborhood of criticality,
m?(T,L) = 0, the behavior of the system can be studied by using the approximation Ky (z) ~
%F(v) (2/z)", for z ~ 0. The same kind of simplifications occurs and we regain Eq. (13), with
A — Ar(D, L) given by

AR(D,L) ~ A {1 +AC(D)L* P [dg(D — 4) +2d(d — 1)E; (D/2 — 2,1)

4o 420 1E, (D/272,1)]}_1, (33)

where C(D) = 87%,21" (% - 2). It then ensues that we obtain the critical temperature as a

function of L. Taking D = 3, we have a similar situation as that of section 2. We find modified

1—1

Fig. 3. Reduced transition temperature (¢;) as a function of the inverse of the reduced
compactification length (1), for films (d = 1), square wires (d = 2) and cubic grains (d = 3).
The full and dashed lines correspond to results with and without correction of the coupling
constant, respectively.
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L-dependent transition temperatures, which are given by

; 48C1A
(L) 07 487al + Aal2
Ty (4) = Ty - A (34)
487t/ A + EAnA
487TC1)L

TCgrain(L) _ T() .

487taV1/3 + E5AaV2/37

with Cy, C; and Cj3 as before and where &, and &3 are constants, resulting from sums involving
the Bessel functions [Malbouisson et al. (2009)]. We see that the critical temperature has the
same kind of dependence on the size extension L for d = 1, 2, 3, only constants differ in each
case. The functional behavior does not depend on the number of compactified dimensions,
only on the dimension of the Euclidean space, which we have computed for D = 3. One
can also notice that the minimal size of the compact superconductor has lesser values than
those computed without taking into account corrections to the coupling constant. This can
be seen in Figure 3, where we have plotted the reduced transition temperature t. = T./Tj
as a function of the inverse of the reduced compactification length I = L/Lyin, where Ly
is the corresponding minimal allowed linear extension without coupling constant boundary
corrections.

5. Infrared fixed-point structure for the A¢* model

5.1 The system in the absence of an external magnetic field

In this subsection, we study the fixed-point structure of the compactified model described by
the Hamiltonian density in Eq. (29) in the large-N limit. We start from the four-point function
at the critical point (m = 0) and for small external momenta, before compactification, which is
given by
A/N

14 Al (p) *
In the equation above, Il (p) is the one-loop four-point function at the critical point;
introducing a Feynman parameter X, it is written in the form

de 1
M (p / / k2 + p2x(1— x)} . (36)

Performing the Matsubara replacements (3) for d dimensions, Eq. (36) becomes (w; = 27tn;/L)

1 dD d
I (p, L) = izl Z / dx/
ni,.

i (p) = (35)

o g=—00
X L 37)
[2+ Wk + -+ wi, + p2x(1 - x)]
and we define the effective L-dependent coupling constant in the large-N limit as
- 1 (4) _ A
Alp,L) = lim NI (p,L) = 7 AT D) (38)
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The sum over the n; and the integral over g above can be treated using the formalism
developed in Khanna et al. (2009) and described in section 2. We obtain

- _ (op)-D2 ! o 1 5 e D
a(p, L) = (2n) /0 dx |2 wp x(1—x) r (2— E)

& 2x(1 — x) pra- Ln
+d ) (pmm> Kp/a-2 ( p?x(1 *x)> +-

D/2-2
00 2 —
+2d71 Z P x(l x)
ny,...,ng=1 27‘[L\/711 + - +7’l§
><KD/2,2< \/pxl—x \/nl—i- +nd)] (39)

which, replaced in Eq. (38), gives the boundary-dependent four-point function in the large-N
limit. We can write Eq. (39) in the form

I(p,L) = A(D)|p|”~* + B4(D, L), (40)

with the d-independent coefficient of the |p|-term being
A(D) = (2)*3P/227D/2p(D)r (z - 9) , (41)

and where we have defined

(2
/ i [x )|D/2-2 = 93-D /A2 for Re(D) > 2. (42)
r

(%)

We remark that, for the physically interesting dimension D = 3, b(3) = 7. This implies that
A(3) =m/4.

If an infrared-stable fixed point exists for any of the models with d compactified dimensions,
it is possible to determine it by a study of the infrared behavior of the Callan-Symanzik
function. Therefore, we investigate the above equations for |p| ~ 0. With this restriction,
we may use the asymptotic formula for small values of the argument of the Bessel functions,
and the expressions for B; simplify considerably [see the reasoning leading to Eq. (13)]. The
result is expressed in terms of one of the multidimensional Epstein-Hurwitz zeta functions of
Eq. (14). In this limit, the pz—dependence of the Bessel functions exactly compensates the
one coming from the accompanying factors. Thus, the remaining p?-dependence is only
that of the first term of (39), which is the same for all number of compactified dimensions
d. For general and detailed expressions, see Linhares et al. (2011). One can also construct
analytical continuations and recurrence relations for the multidimensional Epstein functions,
which permit to write them in terms of modified Bessel and Riemann zeta functions [Khanna
et al. (2009); Kirsten (1994)]. We thus are able to derive expressions for each particular value of
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d, from 1 to D, in the |p| ~ 0 limit, but let us restrict ourselves to the most expressive values,
corresponding to materials in the form of a film, a wire, or a grain.

Therefore, for a film, we obtain

By_1(D,L) ~ (271)~P/22P/2=34=Dp (% - 2) {(D —4). (43)

The above expression is valid for all odd dimensions D > 5, due to the poles of the I' and
¢ functions. We can obtain an expression for smaller values of D by performing an analytic
continuation of the Riemann zeta function {(D — 4) by means of its reflection property,

1 1-z -
7(z) = r(z/z)r< 5 ) V20 (1 - 2). (44)
Then Eq. (43) leads to an expression valid for 2 < D < 4 given by
B _ -3 (D-9)/274-Dy- (9 —D
i—1(D,L) =237 LPr (25— ) 25~ D). (45)

For D = 3, we have B;_1(3,L) = L/48n. For d = 2 and d = 3, similar expressions are
obtained. An analysis of the singularity structure of the quantities B; shows that their domain
of existence can be extended to 2 < D < 4 [Linhares et al. (2011)].

To discuss infrared properties of these compactified models, we insert Eq. (40) in Eq. (38) and
we get the (p, L)-dependent coupling constant

A

A ~0,D, L)~ . 46
(] ) S LA TAD) PP % + B, (D, 1)] )

Let us take |p| as a running scale, and define the dimensionless coupling constant
§=A(p,D,L)|pI°% (47)

We recall that in these expressions p is a D-dimensional vector. The Callan-Symanzik S
function controls the rate of the renormalization-group flow of the running coupling constant
and a (nontrivial) fixed point of this flow is given by a (nontrivial) zero of the  function. For
|p| =~ 0, it is obtained straightforwardly from Eq. (47),

Bs) = Il ~ (D—4) [s— A(D)?], )

from which we get the infrared-stable fixed point

g.(D) = ﬁ (49)

We see that the L-dependent Bj-part of the subdiagram Il does not play any role in
this expression and, as remarked before, A(D) is the same for all number of compactified
dimensions, so is g« only dependent on the space dimension.
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5.2 The system with an external magnetic field

We now take the N-component Ginzburg-Landau model of the previous subsection to
describe the behavior of d-confined systems, now in the presence of an external magnetic
field, at leading order in 1/N. The Hamiltonian density (29) is then modified to

. . A
H= [ (3 — ieAS) @u] [(2" — ieA™M) 9] + mP@aga + 5 5 (@aga)?, (50)

where m? = a(T — T;), with « > 0. For D = 3, from a physical point of view, such

Hamiltonian is supposed to describe type-II superconductors. In this case, we assume that the
external magnetic field H is parallel to the z-axis and we choose the gauge A®' = (0,xH,0).
In the present D-dimensional case, we assume analogously a gauge At = (0,x1H,0,0,...,0),
with {x;} = x1,xp,...,xp, meaning that the applied external magnetic field lies on a f1xed
direction along one of the coordinate axis; for simplicity, in the calculations that follow, we
have adopted the notation x; = x, xp = y. If we consider the system in unlimited space, the
field ¢ should be written in terms of the well-known Landau-level basis,

dpy [ d°%p
/ s / \D- DDt P X (1), (51)

where )(g’py,p(r) are the Landau-level eigenfunctions given in terms of Hermite polynomials
Hy by

1 w 1/4 . . _ B
Xepo(N) = o (E) F(Prpy) g wle-py/w)/2g, (\/Zx— %) / (52)

with energy eigenvalues E; (|p|) = |p|* + (20+1)w +m? and w = eH is the so-called
cyclotron frequency. In the above equation, p and r are (D — 2)-dimensional vectors.

In the following, we consider only the lowest Landau level ¢ = 0. For D = 3, this assumption
usually corresponds to the description of superconductors in the extreme type-II limit. Under

this assumption, we obtain that the effective |go\4 interaction in momentum space and at the
critical point (m = 0) is written as

A

Alp, L; = , 53
(p w) 1+ Awe7<1/2w)(p%+p%)n(p’ L,a}) ( )
where the single 1-loop four-point function, I1(p, L; w), is given by
1 d 00 dD d— 2
H(p, Lw) = 7;;_/ /27-[Dd2
2 2 2 2 -2
x[q twy +tw, +p x(l—x)] . (54)

This is the same kind of expression that is encountered in the previous subsection, Eq. (37),
with the only modification that D — D — 2. The analysis is then performed along the same
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lines and we obtain, analogously,

(p, L;w) = (2m)' P72 |:21_D/2(271_[)2C(D)1" <37 g) (p2> D/2-3

% D/2-3

27an

D/2-3
1 0 2 _
+,,_+2d,1/dx 5 Pl )
0 ni,...,ng=1 27‘(14/1’1%+'H+1’15
XKD/2,3< \/p x(1—x \/”1"‘ +nd)} (55)

where

r(s-2)
/ dx (x(1—x))P/23 =05 Dy/m \2 ") forRe(D) >4 (56)

r(%)
As for the infrared behavior of the B function, it suffices to study it in the neighborhood of
|[p| =0, so that we can again use the asymptotic formula for Bessel functions for small values

of the argument, as before. It turns out that in the |p| ~ 0 limit, the bubble Il is written in
the form

Mer(|p| & 0, L;w) = A1(D) |p|”~° + C4(D, L), (57)
with
A1(D) = (27r)"P/27121-D/2(D)T <3 - %) , (58)

and where the quantity C;(D, L) is obtained by simply making the change D — D — 2 in the
formula for B;(D, L) in the preceding subsection.

Let us remind Eq. (53) and define the dimensionless coupling constant
g =wA(pr=p2=0,D,L)p|", (59)

where we remember that in this context p is a (D — 2)-dimensional vector. As before, we
take as a running scale |p| and after performing manipulations entirely analogous to those
in the previous subsection and recalling Eq. (56), we have the extended domain of validity
4 < D < 6 for the quantities Cy_1(D; L), for all d = 1,2,3. We then get the § function for
lpl =0,

1)
Ble) = D157 ~ (0=6) [ = m(D) ()] (60)

from which the infrared-stable fixed point is obtained:

(61)
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6. Concluding remarks

Investigations on the dependence of the critical temperature for films with its thickness have
been done in other contexts and approaches, different from the one we adopt. For instance,
in Zinn-Justin (2002), an analysis of the renormalization group in finite-size geometries can be
found and scaling laws have been studied. Also, such a dependence has been investigated
in Asamitsu et al. (1994); Minhaj et al. (1994); Quateman (1986); Raffy et al. (1983) from
both experimental and theoretical points of view, explaining this effect in terms of proximity,
localization and Coulomb interaction. In particular, Quateman (1986) predicts, as our model
also does, a suppression of the superconducting transition for thicknesses below a minimal
value. More recently, in Shanenko et al. (2006) the thickness dependence of the critical
temperature is explained in terms of a shape-dependent superconducting resonance, but no
suppression of the transition is predicted or exhibited.

In this chapter, we have adopted a phenomenological approach, discussing the (A| (p\4) p and
(=Alpl* +1]9[®) p theories compactified in d < D Euclidean dimensions. We have presented
a general formalism which, in the framework of the Ginzburg-Landau model, is able to
describe phase transitions for systems defined in spaces of arbitrary dimensions, some of
them being compactified. We have focused in particular on the situations with D = 3 and d =
1,2,3, corresponding (in the context of condensed-matter systems) to films, wires and grains,
respectively, undergoing phase transitions which may be described by Ginzburg-Landau
models. This generalizes previous works dealing with first- and second-order transitions in
low-dimensional systems [Abreu et al. (2005); Linhares et al. (2006); Malbouisson et al. (2002)].

We have observed the contrasting behavior of the critical temperature on the size of the
system, whether the transition is first- or second-order. This may indicate that from this shape
dependence one can infer the order of the transition the system undergoes.

In what a renormalization group approach is concerned, we have discussed the infrared
behavior and the fixed-point structure of the compactified O(N) A¢* in the large-N limit.
We have shown that, whether in the absence or presence of an external magnetic field, the
existence of an infrared-stable fixed point depends only on the space dimension D, not on the
number of compactified dimensions.
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1. Introduction

The usual ideology when dealing with many-body systems using second quantization is
to treat elementary excitations, say electrons, as the main entities determining the physical
properties of the system: the states are enumerated by population numbers, the response is
described using Green’s functions defined in terms of the elementary excitation, and so on.
The situation changes drastically when interaction allows for the formation of bound states.
The whole view of the system has to be revisited. Perhaps the most famous example is given
by superconductors. In the normal state the material fits the canonical universal description
when, roughly speaking, most of the properties are explained (at least qualitatively) by
the position of the Fermi level. In the superconducting state, however, one has complete
reconstruction of the ground state. Now properties of the material are defined by Cooper pairs
with behavior qualitatively different from that of individual electrons. For one the exclusion
principle has significantly diminished effect, so that pairs can even condense. Such change
in the character of elementary excitations leads to significant consequences: resistivity drops
practically to zero.

In the present chapter we review the basic approaches to treating such new states in
semiconductors, where elementary excitations, electrons and holes, have opposite charge
and the Coulomb attraction leads to formation of excitons, bound states of electron-hole
pairs. Excitons are the major factor determining the semiconductor optical response below
the fundamental absorption edge: they are responsible for resonant absorption at these
frequencies, where in the absence of excitons the material would be transparent. Therefore the
problem of main interest addressed in the present chapter is the interaction with an external
electromagnetic field tuned in resonance with interband transitions.

In Section 2 we present the general description of semiconductor optical response based
on the perturbative treatment of light-matter interaction. We develop a diagrammatical
representation of the perturbation series which we use to discuss the optical response
of initially unperturbed semiconductor and semiconductor where dark excitons form
Bose-Einstein condensate. The essential component of such a description is the solid
knowledge of the dynamics of semiconductor many-body excitations. In Section 3 the
application of time-dependent density functional theory (TDDEFT) to the problem of exciton
dynamics is reviewed. TDDFT is a rapidly growing area of research, which shows a great
potential to be used in studies of the dynamics of real systems, including ultrafast processes.
We review our recent results on studies of the bound states, excitons and biexcitons, using this
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approach. Also, we discuss some nonlinear effects in the excitonic systems obtained by means
of the TDDFT approach.

2. Semiconductor optical response

2.1 Dynamics of semiconductor excitations

In the most general setup the problem of combined time evolution of semiconductor
excitations and electromagnetic field requires considering very complex Hamiltonians of
electrons in a periodic lattice and coupled to quantized field, whose dynamics, in turn,
may be affected by the spatial variation of the dielectric function. However, the physics of
phenomena of our main interest, as will be seen, is quite rich on its own. Therefore, in order
to demonstrate the major effects we consider the simplest case of a semiconductor with well
separated spherical bands excited by a classical electromagnetic field. An example of such a
material is GaAs, where the approximation of spherical bands proved to be good. Keeping in
mind the applications of techniques discussed below for GaAs we consider the case when
the states in the valence band are characterized by the projections ¢ = £3/2 of angular
momentum (heavy holes).

We will be interested in interband optical transitions, when the external electromagnetic
field has its frequency tuned close to the value of the gap separating the conduction and
valence bands. Due to the high main frequency the vector potential can be presented in a
form convenient for adopting the rotating wave approximation A(x,t) = Aq(x,t)e™ " +
A} (x, 1)’ with relatively slowly changing amplitude A (x, t).

The dynamics of excitations is described by the semiconductor-light Hamiltonian # = Hgc +
Hr + Hexe, which is composed of the Hamiltonians of the nonperturbed semiconductor Hgc,
the free electromagnetic field H g and the light-matter interaction H.x.. We will concentrate on
interband optical transitions so that the frequency of the relevant photon modes is close to the
value of the gap (throughout the chapter we use units with 7 = 1). If the external field is not
too strong such an interaction is well described by the rotating wave approximation that takes
into account only resonant transitions. Adopting this approximation and using the coordinate
representation we have in the rotating frame

Hsc :/dx {;cg(x) (ec o EQ) cs(x) — ;v(’;(x) (ev + % — %Q) vg(x)]

-
5 [ dxadx T e (e, (xa)V (x1 = x)ess (2)es, (x1)
51,52
o ()
+ 5 [ dxidx ¥ ol (xa)el, (a)V(x = x2)ve (x2)0g, (1)

01,02

- / dxydxy Y et (x1)0f (x2) V(X1 — X2)vo (x2) s (x1).

5,0

Here we have introduced c! (x) and v, (x), operators creating electron with spin s and hole in
spin state ¢, respectively, at point x. These are fermion operators satisfying the canonical
anticommutation relations {cs, (x1),¢s,(x2)} = {cf (x1),cl,(x2)} = {05, (x1),00,(x2)} =
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{of (x1),0},(x2)} = 0and

{eata) )} = dsdta—x),  {on(0),0h00) | =bnmdta —x). @

The first line in Eq. (1) represents the Hamiltonian of non-interacting electrons and holes with
m, j, being the respective masses and €. and €, denoting the positions of the bottom of the
conduction band and of the top of the valence band, respectively, so that e. — €, is the gap.
The last three lines describe the electrostatic interaction with the Coulomb potential V(x).

The Hamiltonian of interaction with external electromagnetic field is

Hexe = / ax Y [Aq (1) - ool (e (0) + A () - doses(X)o0 (x)], 3)
5,0
where ds = dj; = —i(s| V|o)e/mp, with mg the electron mass in vacuum, quantifies

coupling between the respective states in conduction and valence bands. Interaction of light
with the semiconductor occurs through absorption and emission of electron-hole pairs thus
specifying the quantity of main interest.

Because the main technical tool used in this part is perturbation theory, it is convenient to
incorporate the time dependence into the Heisenberg representation of quantum operators
O = efsctQe=Hsct, 5o that i90 /3t = [Hge, O]. For electron-hole pair operator the equation
of motion has the form

0 ~
lafﬁ (x2)cl (x1) = —Lso(x1, %) vl (x2)ck (x1) — v (x2)cd (x1) U (x1) —U(x2)], (&)
where operator fs,g(xl, x) describes the one-pair dynamics

Is,g(x1,x2) =€ — €y — Q vaz — ﬁVZ (x1 — x2) (5)

and U (x) accounts for interaction of the pair with surrounding charges

/dx V(x—x [ng Yog (x ch . (6)

In the case when its contribution vanishes (for instance, when operators in Eq. (4) act
on vacuum state, i.e. state with empty conduction band and filled valence band) the
semiconductor dynamics becomes very simple and the structure of excitations is determined
by the spectral decomposition

Lso(x1,%2) f(x1,%2) = Y Eppyi(x1,%2) /dx'ldxlz Pu(x1,%0) f(x1,%3), @)
u

where the formal summation over p implies summing over the discrete quantum numbers
and integrating over continuous ones. In Eq. (7) E;, and ¢, are, respectively, the eigenvalues
and the eigenfunctions, f(p,, = Ey¢y. The operator Lis self-adjoint and, hence, its eigenvalues
are real and the eigenfunctions form a complete orthonormal set. Convoluting both sides of
Eq. (4) (taken with U/ = 0) with ¢, we find that operators

= [ dxadxa gu(x, 322t (x2)ct (1) ®
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acting on vacuum create eigenstates of the semiconductor Hamiltonian ’HSCB; |0y =
Ey, B; |0). Such electron-hole states are called excitons and, respectively, B; are called exciton
operators. As follows from Eq. (7) excitons are characterized by a set of quantum numbers
describing the solutions of the respective Schrodinger equation. For convenience we also
include the spin variables into this set, so that y = {sy,ay,nwﬁy,KV }, where K, is the
momentum of the exciton center of mass, 1, is the principal quantum number, and ¢ is
orbital momentum.

Among the full variety of exciton states not all of them play an equally important role in the
dynamics of a semiconductor interacting with external electromagnetic field. In order to see
this we employ the fact that wave-functions ¢, form a complete set and obtain the relation
between electron-hole and exciton operators

vr ()l () = Y Bigp(xa,x), ©)

18,0

where the sum is taken for fixed values of electron and hole spins. This relation allows us to
express Hexc in terms of the exciton operators

Hewe = 1 (A3(OB+ Au(t)B}), (10)
3
where A (t) are the projections of the external field onto the respective exciton mode

Anlt) = [ axAa(x ) ds,0,97 (% %) (1)

As a result only states with ¢ = 0 are directly coupled with the electromagnetic field. Among
four possible heavy-hole exciton states two of them are dark because the respective transitions
between valence and conduction bands are dipole-forbidden (Ivchenko, 2005). This results
in a life-time of dark excitons that is significantly greater than the life time of bright states.
Additionally, the interaction of bright excitons with light raises their energy compared to dark
excitons (Combescot & Leuenberger, 2009). These circumstances are very important from the
perspective of exciton Bose-Einstein condensation as will be discussed below.

2.2 Dark excitons

A simple way to see why the dark exciton states have lower energies than the bright exciton
states (Combescot & Leuenberger, 2009) is to rearrange the electron-hole exchange scattering
diagram as shown in Fig. 1. Then it becomes obvious that the electron-hole exchange
corresponds to the exchange of a virtual photon between electron-hole pairs. Since only
bright excitons interact with photons, it is only possible for bright excitons to exchange
virtual photons among each other. This interaction pushes the energies of the bright excitons
above the energies of the dark excitons. The reason for adding energy can be intuitively
understood by comparing direct and exchange Coulomb interactions for electrons; i.e. the
direct interaction among electrons leads to repulsion, corresponding to adding energy, while
the exchange interaction leads to attraction, corresponding to reducing energy. In the case of
the Coulomb interaction between electrons and holes, this situation is completely reversed;
i.e. the direct interaction between electrons and holes leads to attraction, corresponding to
reducing energy, while the exchange interaction leads to repulsion, corresponding to adding
energy. It is this exchange-based repulsion which lets the bright exciton energies be higher
than the dark exciton energies.
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Vi %}
<— <
C h v,
(a) Interband Coulomb (b) Valence-conduction
exchange exchange diagram

(d) Exchange diagram with electron-hole

Fig. 1. Interband Coulomb exchange interaction which shifts the bright exciton energy above
the dark exciton energy. Transition process either in terms of valence-conduction electrons
(b) and (c), or in terms of electron-hole (d). This interband Coulomb process is nothing but an
exchange of virtual photon between electron-hole pairs.

2.3 Perturbation theory

Coupled operator equations of motion of semiconductor excitations and electromagnetic field,
turn out to be too complex for a detailed analysis and, therefore, a reliable approximation
scheme must be applied. While such scheme can be worked out at the level of the equations
of motion it is convenient to start from the Hamiltonian formulation of the problem and to use
the standard approach developed in the quantum field theory on the ground of interaction
representation.

The equation of motion of the external electromagnetic field driven by semiconductor
excitations has the form of classical wave equation

Cle(x, ) — V2A(x,t) = — o) (x,£) (12)
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with a source

J(x, t) = ngwsy(pﬂ(x,x) (By) . (13)
#
This shows that the effect of material excitations is described by the exciton polarization

P;,(t) = <B#> =Tr [P(t)B;t] , (14)

where p(t) is the density matrix at instant ¢. Specifying the semiconductor state by the density
matrix allows one to address the most general situation. We, however, start from the special
case when the system at all times is in some pure state ['¥(t)), so that P, (t) = (¥ (¢)| B, [¥(t)).
Next, we treat the interaction with the electromagnetic field, H.x. as a perturbation and follow
the standard prescription. First, we account the nonperturbed dynamics by introducing

"?(t)> = exp [(Hsct] [F(¢)), which satisfies i0 “?(t)> /ot = Hexe(t) "?(t)>, where Hexc(t)
is the Hamiltonian of light-matter interaction in the Heisenberg picture

ﬁexc(t) = ei,HSCtngce_i,Hsct. (15)

Iterating the equation of motion we find

F(1) = S1)[F(0)) = S [#(0), (16)
where

S(H) =1+ ;(—i)”/---/tlsétngtdtl...dtn Here(tr) - Hexe(tn). (17)

In what follows we will need the explicit form of such expansion. For a compact notation,
however, it is convenient to introduce the time ordering operator 7, so that one has

S(t) = T+ exp {—i fot At Hexe () } Following the same line of arguments we can also derive
<{}v’(t)‘ = <{IV’(0)‘ S*(t), where St(t) = T_ exp {ifot dt’ﬁexc(t’)}. Thus we obtain for the
exciton polarization (and, actually, for any observable)

Pu() = (¥()

el‘chtBefi'Hsct

¥(1) = (YOS OB(OSH[¥©0).  (8)

Finally, the perturbational series for Py(t) is obtained substituting instead of S(t) and S™ ()
their expansions following Eq. (17).

This was the general consideration, which is applicable for arbitrary system and perturbation.
For the problem of our main interest, however, the fact of great importance is that exciton
operators entering H.y. change the total number of electrons and holes. In particular, if the
initial state [¥(0)) is characterized by a definite number of particles this form of perturbation
implies that only terms with matching numbers of exciton creation and annihilation operators
would make nonzero contribution. At the same time a lot of terms enter even low orders of
the perturbation series [as illustrated by Eq. (21) below]. Therefore, for analysis of the series it
is convenient to represent terms graphically using as building blocks

y = :I:iA;(t)gy(t)'

K = +iA, (1) B (1). 19)
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The raising (lowering) line corresponds to the exciton annihilation (creation) operator in
the interaction representation at particular instant and a hollow vertex attached to the line
corresponds to the external field taken at the same instant. Thus the order of the diagram is
determined by the number of vertices. Integration over time is shown by filled vertex and
taking the diagonal matrix element is indicated by a horizontal line, for example

(VK = <1F|<V& ¥) = _/Of dt, /Otz At A% (1) Ay (t2) <E},(t1)l§§(t2)>\y. (20)

g @ VN
While writing down an expression corresponding to particular term in the perturbational
series for Py(t) one should take into account that elements to the left and to the right from
B, originate from expansions for & tand S, respectively, which have factors i and —i in
correspondence rule (19). The diagrammatical representation of the first few terms of the
perturbational series for Py (t) has the form

Pu(t) :Z*&*ﬂ*“ = <B”,,(t)>\l,—

(21)
_i/otdt’ <g"(t)g3(t,)>‘YAu(t’)+i/0tdt’ <l§v(f’)l§y(t)>YA§(t’)+....

2.4 Linear and nonlinear responses of initially unperturbed semiconductor

We illustrate the application of this analysis by considering the optical response of a
non-perturbed semiconductor (Erementchouk & Leuenberger, 2010b; Ostreich et al., 1998),
that is when the initial state is vacuum |0) (empty conduction band and filled valence band).
We will emphasize this fact by using the dashed horizontal (vacuum) line in diagrams. It is
seen that only diagrams starting and ending at the vacuum line and above it provide non-zero
contributions into the series. The total number of lines in this case is even and, hence, the total
number of vertices is odd implying that we have only odd orders of the perturbation theory
in this case. In particular among the diagrams shown in Eq. (21) only the second diagram
survives yielding the polarization of linear response

P = 1 = iy /0 Lt (BuemMsclt=0BL) A, (). (22)

For the following consideration it is constructive to analyze this expression in somewhat
excessive details. We introduce the vacuum exciton propagator QDI(,%(T) = <B,,e‘iH5C’fB§>O

and differentiating with respect to T we find that it satisfies the dynamical equation
S (r) = =i (Bue ™ [Hsc, BY] ) = ~iE.@(T) 23)

with the initial value <I>§,?1),(0) = 0,4, where we have taken into account that B, B} [0) = 8., |0)

following from the commutation relation for the exciton operators
[By, Bi] - (Sy,v - C[/,‘l/- (24)

Operators C, , describe the deviation of excitons from bosons

CI‘/” :/dxldxzdxlldxlzil?; (xerZ)(PV(X/lfx/Z)
(25)
% [v;(X'Z)Ua},(xz)‘sswsv‘s(xl —x)) + c;(x{)csy (x1)80,,0,6(x2 = x3) | -
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Thus we find ,
P () = —i/o dt'e=E(=) A, (1), (26)

Simple but important feature of the linear response is that wave vectors containing in the
external excitation directly transferred to the linear exciton polarization. For example, if

A(x) < KX then PV o §(K, — K).

In the next (third) order the exciton polarization is given by the following diagrams

CE AN AN

" (27)
NN

In order to present this expression in more familiar form we differentiate Eq. (27) with respect
to t remembering that we also need to differentiate the upper limits of the respective integrals.
This yields

pl
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where the elements with the hollow vertices are taken at the instant ¢ and the respective
diagrams describe the modification of the instantaneous effect of the electromagnetic field
and thus account for the phase-space filling effect. It can be seen that fifth and fourth
diagram cancel each other by virtue of [B,,B,] = 0. The first and the second diagrams

combine together yielding —iA,(t) ¥, \Pél)(t) 2. This term is canceled by the commutator
appearing after combining the third and the sixth diagrams. Thus the phase-space filling
effect is described by

Kulh) =i T (BaCuuBl) AP (0P (1), (29)

KAV

The effect of the Coulomb interaction is described by the last term in Eq. (28), which has the
form

* ot 3 . ~ ~
M) = 1 B0 [ dts [t Av(ta) Ax(t) (Dae Bl () B (1)), (60

KAV

where we have introduced D, ,, = [By, [By, Hsc]]. This operator can be presented as

Dyy = /dxldxzdx{dx/zBA(xl,xz)B#(xi,xé)>< 1)

[V(x1 = X))+ V(xa—x5) — V(x1 —x3) — V(X] —x2)],
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where we have denoted B, (x1,x2) = ¢u(x1,%2)cs, (x1)v0, (x2). Thus operator D, ;, describes
the Coulomb interaction between excitons A and . Taking into account the symmetry with
respect to v <> x we can rewrite M, () in terms of polarizations of linear response resulting in

Z P! { By P (1) +/ ar' (e — )P () PV |, 32)

K)LV

where ,BK’; = <DA,74838;> and FXZ = <D,\,Fe*msctl)3m>o. These coefficients contain

typical average of the form (8,8, BfB}), which determines the spin selection rules governing
different optical processes. In order to derive them we present this average in terms of the
electron and hole operators and rearrange operators to have (voo'o'), (ccc’c) ) and then
expand each term using the Wick theorem for fermions. It produces four terms, which are
represented by the diagrams in Fig. 2. The points on the upper line of a diagram represent the
spin states of electrons in the conduction band and the points on the lower line stand for the
spin states of holes in the valence band. For example, the anticommutator {v},{,v%} o (5%[7;‘
requires the equality of the respective hole spins in the valence band. We denote this equality

by connecting the vertices x and y on the lower line by the arc.

(a) (b) © )
VN oS5 e o5 L O

R A 4

T T (T T
Fig. 2. The spin diagrams corresponding to non-zero terms in (13, By BiB}). Upper and
lower lines correspond to electron and hole spins, respectively. Arcs connecting two vertices
denote equal spins. The diagrams (a) and (b) lead to helicity selection rules « ¢, ¢, ¢, and

& Og,,0,00,,0,1 respectively. Diagrams (c) and (d) enter the average with minus sign and for
bright excitons require the spin states in the conduction band to be the same.

Also, diagrams in Fig. 2 show which coordinates are identified by delta-functions appearing
after anti-commutation and thus demonstrate how exciton wave functions are convoluted in
such averages. Thus diagrams in Fig. 2a and 2b describe direct exciton scattering, while those
shown in Fig. 2c and 2d take into account scattering with exchange by electron or hole.

The memory term in Eq. (32) accounts for the effect of exciton-exciton interaction.
Unfortunately, an exact evolution of this integral is impossible (it is related to four-particle
propagator) and one has to rely on approximation schemes. It should be noted, however, that
the most significant effect of this interaction is when excitons form a bound state (possibly
metastable). When the contribution of such a state is small or non-existent (e.g. there are no
bound states in the spectrum of two copolarized excitons) one can employ a short memory
approximation, which accounts for the effect of the nonlocal term as a modification of :Bi)/\’;

The essential difference between linear and nonlinear responses is that the latter is a
combination of several linear polarizations. As a result if the external excitation has
components with different wave vectors the nonlinear polarization contains not only all of

them but also their combinations. More precisely one can easily show that P}(ﬁ) x (K, +K) —
K, — K ). The four momenta have to add up to zero and therefore this is called four-wave
mixing response. Because the direction of the response is different from the direction of
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excitation this allows observing the effect of interaction that is not blurred by linear response
or non-absorbed light. This makes four-wave mixing spectroscopy possible.

We would like to emphasize the generality of the derivation of the exciton optical response.
For example, the specific form of the exciton states has not been used for the derivation of
main formulas and therefore the same arguments can be repeated for excitons in arbitrary
confinement potential. This allows using this approach for description of nonlinear optical
response of disordered quantum wells (Erementchouk et al., 2011).

Another important feature of the diagrammatic representation is that it establishes the
connection between nonlinear optical response and other phenomena which involve exciton
dynamics. As an example we would like to discuss the problem of entanglement of photons
interacting with a semiconductor quantum well. For simplicity we neglect the possible
effect of variation of the dielectric function and assume that the states of the quantized
electromagnetic field are plane waves so that the vector potential is presented as

1 o1
A= (27)3/2 g( )k\/ZTUE

where k = {0, k} combines all photon quantum numbers, polarization and wave vector. Then
the two-photon states are described by the density matrix, which in the interaction picture has
the form

1kx ++hC, (33)

Ty k. _
b () = (¥(1) af, abyag o (1), (34
where [¥(t)) is the state of the semiconductor-photon system. As the first approximation
it suffices to consider vacuum as the initial state of the semiconductor [¥(0)) = |0) and to

neglect the processes of photon re-absorption, which is justified if the photon lifetime within
the quantum well is short (it should be noted that the situation may change in a cavity). In the
lowest approximation the photon annihilation operators in Eq. (34) act on a two-photon state

yielding the factorization pk1 kz( t) = ‘I";l qz( )‘I’%1 % (t), where

¥ 0) = (o O, (050) . a

0

where a;(t) are the photon operators in the Heisenberg representation. The interaction
Hamitonian in this case has the form Heye = ZH (A;,By + Ay (t)B;,) , where

1 1
A= Sy g,
M (27-[)3/2 % /2w§ TusSy

Thus the same diagrams as before can be drawn with the only difference that B line is
accompanied with A*. Quick analysis shows that only two diagrams contribute into ¥

k1,k2 </ C\/ K "'(/ (/\(\ (37)

It is immediately seen that the first diagrams describes the emission of photons along the
direction of external excitation and the emitted photons are disentangled: the polarization

eﬁa%/dx qbﬂ(x,x)eik'x. (36)
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two-photon state is the direct product of the external excitation polarization. The two-exciton
process represented by the second diagram, however, admits oblique emission with
non-trivial dependence of entanglement of emitted photons on the direction of observation
and the polarization state of the excitation field (Erementchouk & Leuenberger, 2010a) as
is summarized in Fig. 3. The polarization of external excitation is described using Poincare
sphere, that is the excitation is presented as a combination of left- and right-polarized
components with amplitudes A_ = ¢~"/2sin(B/2) and Ay = €'X/2 cos(B/2), respectively,
where f is the polar angle on the Poincare sphere and y is azimuthal angle (x /2 is the angle
between the axis of the ellipse of polarization and the plane spanned by the wave vectors
of emitted photons). Near the frequency of the heavy-hole exciton resonance entanglement
may reach maximum Eyx = 1 only in the case of linear polarization of the pump field
and entanglement demonstrates interesting dependence on the orientation of the plane of
polarization. Near the light-hole exciton resonance the most advantageous orientation of the
ellipse of polarization is x = 0, however, the direction along which the most emitted photons
are emitted strongly depends on the ellipticity of the external excitation.

Entanglement

Fig. 3. Dependence of two-photon entanglement on detection angle and on polarization of
external excitation in the vicinities of (a) heavy-hole and (b) light-hole exciton resonances.

2.5 Optical response of Bose-Einstein condensate

Bose-Einstein condensation (BEC) is a phenomenon when at non-zero temperature the
majority of particles occupy only a few states. This is in striking contrast to a distribution
prescribed by the classical theory, where it is governed by the Boltzmann exponent
exp(—E/kpT) and significant difference in occupations may be expected only when the
energy levels are sufficiently far away from each other AE/kgT >> 1. The Bose-Einstein
condensation, as is well known from the standard textbook consideration of ideal Bose gases
(see e.g. Chapter 12 in (Huang, 1987), where it is clearly shown how a condensate emerges
during the transition to the thermodynamic limit), does not require such level separation and
may as well appear in a system with continuous spectrum.

The effect of BEC is tightly connected to such highly unusual from the classical point of
view phenomena as superconductivity and superfluidity, which enjoy detailed developed
theories (Lifshitz & Pitaevskii, 2002) and still are inexhaustible sources of new questions.
In contrast to superfluidity and superconductivity, for which experiments have taken the
lead over theoretical considerations, experimental studies of BEC fall well behind the theory
(Moskalenko & Snoke, 2000): being predicted in 1925 BEC was obtained in a laboratory
only in 1995. The difficulty of observing BEC motivates the constant search for more
optimal systems. With this regard the significant attention has been paid to excitons in
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semiconductors. The physics of transition of semiconductors into the condensate state is
similar to the superconducting transition (in conventional superconductors). While the
elementary excitations are electrons, at sufficiently low temperatures Cooper pairs of electrons
play the important role, which are formed by phonon-mediated attraction. Pairs are no
longer subject to the exclusion principle and, moreover, at low densities obey the boson
commutation relation. Thus, they may undergo the transition into the BEC-state. With
excitons in semiconductors a similar scenario may take place and may even be more favorable
because the Coulomb interaction binds electron and hole instead of preventing them from
forming a bound state as it is in superconductors.

The finite life time of excitons, however, makes it difficult to reach the condensate state —
excitons decay before the equilibrium is established. Therefore, recently indirect excitons in
coupled quantum wells became the object of special interest (Butov, Gossard & Chemla, 2002;
Butov, Lai, Ivanov, Gossard & Chemla, 2002; Snoke et al., 2002). The electrons and holes
are spatially separated in such a structure that leads to increased life-time. Recently another
possibility, BE condensate formed by dark excitons, started to attract attention (Combescot &
Leuenberger, 2009).

The obvious difficulty related to dark excitons is how to observe them. One of possible ways
to test properties of dark excitons is to use indirect interband spectroscopy, which relies on
dynamics of bright states modified by the presence of dark excitons.

The problem of the optical response can be approached along the same lines as in the previous
sections. The Hamiltonian of light-matter interaction is treated as perturbation and using the
interaction picture the exciton polarization of bright excitons P = (B) is found in terms of S
operator, which produces the perturbation theory. Before we apply this ideology we need to
revisit the notion of averaging in formulas containing (...). In Section 2.4 the initial state of
semiconductor was taken to be vacuum. Here, however, we need to take into account that
initially the system is in thermal equilibrium and therefore its state is given by density matrix
p rather than by a vector of state. Thus for an operator O we need to consider

(0) =Tr[p0O]. (38)

In the case when the system has BE condensate this expression significantly simplifies because
the main contribution results from the condensate states, which contain the macroscopic
number of particles. This observation is formally expressed by the spectral decomposition
for the density matrix p = Y, wy |n) (¥n|, where |¢,) are some orthogonal states and wj,
are their weights. The ratio of the weights of non-condensate and condensate states is small,
wWye/we < 1, and thus the contribution of the respective terms in Eq. (38) can be neglected

leaving us with
(0) = Lwe (el Qlye) - (39)

We model the condensate state by a coherent state, which is obtained from vacuum by
Glauber’s shift operator i) = D} (A) |0), where

Do (M) = exp [A (B: - Bc)] (40)

with BY, = [ dxydxy x(x1,%2)v} (x2)cf(x1). Here A and function x are parameters of the state
and will be determined later. It should be noted, however, that translational symmetry of the
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system implies that x(xq, x2) should posses the symmetry with respect to translations of both
arguments x(x; +a,x; +a) = eP2x(xy,x2) with some P. Clearly P can be eliminated in a
moving frame and, hence, among states created by B; the smallest energy would be of those
with P = 0. Thus we need to consider

B} = /dxldX2 x(xa —x)vh (x)el (x1). (41)

The spin states of hole and electron entering the pair creation operator B, are denoted by
o = {0,s} and are such that the pair does not interact with the electromagnetic field. As has
been shown above, there are two such states witho— = {3/2, —1/2} and o = {—3/2,1/2}.
In the absence of external static magnetic field the energy of these states is the same thus we
naturally have fragmented condensate approximately described by the density matrix p =
(|p+) (| + [v=) {(p—|) /2, where |p+) = D;i |0). Using this approximation in Eq. (39) we
obtain

(O) = 3 [+ 1 Olps) + -1 Olp)], 2)

which reduces the problem of finding exciton polarization to the problem with pure initial
state similar to analyzed in Section 2.4. The first and the second terms in Eq. (42) turn into each
other under the inversion of spins in the condensate, which does not present any difficulty.
Therefore, we consider in details only the first term. In order to simplify notations we denote
the spin states of the condensate by simply ¢ and s and the complementary values by & and
5. Thus for |4 ) we have ¢ = —3/2 and s = 1/2 while & = 3/2 and 5§ = —1/2. The bright
excitons correspond to spins {7, s} and {c, 5}, while {7, 5} are the spins in the another fraction
(spanned by |y_)).

Applying the diagrammatic representation of the perturbation series (as illustrated in Eq. (21)
one can immediately see that the series will contain only the same diagrams as in Section 2.4.
In contrast, if the condensate was made of bright excitons then all diagrams shown in Eq. (21)
would contribute. For example, the first diagram, without the external field, would describe
the radiative decay of excitons in the condensate. For dark condensate, however, this diagram
turns to zero because (cs),, = (c7)y, = 0. Thus one can see that only diagrams with
matching number of creation and annihilation operators of electrons or holes not containing
in the condensate are not vanishing and one need to keep only diagrams with the vacuum
line, where vacuum is understood for electrons with spin 5 or for holes with spin 7.

Unitarity of the shift operator D (1) allows one to present the average as taken over vacuum
(Y41 Ol¢+) = (O(A))o, where

O(A) = DL (A)ODL(A). (43)

Only electron and hole operators with spins s and ¢ are affected by this transformation. In
order to find how they transform it is convenient to use the momentum representation, e.g.
ve(x) = (27r)7%/2 [ dkog(k)e®* with d being the dimensionality of the problem. In this
representation we have

B = [k x(k)eh()cl(~k) (44)
and thus

2 00(10) = Dy (1) [BL, 00 (1)] DLQ) = ~x(—k)e (ks A). (45)
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Solving the system of equations we find the transformation induced by the shift operator is
equivalent to the Bogoliubov transformation

vo(k;A) = vo(k)a(k) —cf(—=k)B(=k),  cs(kiA) = cs(k)a(k) +of (—k)B(—k),  (46)
where
a(k) = cos[Ax(k)],  B(k) = sin[Ax(k)]. (47)

In order to clarify the physical meaning of the transformation we present Eq. (46) in coordinate
representation

ve(GA) = vg(x) — /dx’&(x —xog(x') — / dx’ B(x —x')ct (X)), (48)

where &(x) is the Fourier transform of 2sin?[Ax (k) /2].

Under transformation (43) the Heisenberg representation e'’tsctOe~*sct is mapped into the
Heisenberg representation with transformed Hamiltonian e/*sc()fO(A)e~Hsc(M)!, Thus the
transformation can be interpreted as a transition to new particles. The condition of the
quadratic part of Hgc(A) to be diagonal yields an equation with respect to function x (k)

[£09 2 [ dqviic— (@) aliop() = [12(0) - 200 [ dav(k - qia(apla), @9

where E (k) = e — €y — Q + k?/2m, + k?/2my,. As the zeroth approximation we obtain
a(k) = 1and B(k) = c¢(k), where ¢(k) = 2/2r3 /[(r}k? + 1)?] is the Fourier transform

of 1s-exciton states in 3d and rp is the exciton Bohr radius. The constant ¢ is found from the
“normalization condition": the electron (or hole) density is equal to the condensate density

ny = <c:(x)cs(x)> = (2%)3 /dkdqeix'(q’k) <c:(k;/\)cs(q;/\)>0 = (2%)3 /dkﬁz(k),

(50)

+
that is ¢ = n (277)3. In the dilute regime, when the condition
7= 64mniry <1 (51)

holds we have (k) < 1 and hence Ax(k) ~ c¢(k) thus completely defining the condensate
state.

The major effect of the dark condensate on bright excitons is that the condensate changes
the structure of excitons. In order to see this we consider the polarization of linear response
given by Eq. (22) with transformed exciton operators. Let us consider for definiteness the case
of right polarized external excitation, which is coupled to bright exciton with o = {c,5} =
{—3/2,—1/2}. The time dependence of propagator ®,, ,(7) is determined by

D () [Hsc, v} ()ck (ka)] DL(A) [0) = — [ daL(ler, ko; @)of (ks — p)et (ka + ) 0)
+ [ dpdav(p) [¢5 0 — p)ct(ka)alla ~ p) (52)

—ot(la)et (ke = plak)| ot (a)et (p — a)A(p,q) 0},
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where A(p,q) = a(q)B(q —p) —a(q —p)p(q) and

ki 13
L(ky, ko;q) = |ec — €0 —Q+ oy +/de(p)/5(k1 —p)A(p, k1) + 2, o(q) 53)

—V(q) [1 - B(k1)A(q, —k1)] -

The last term in Eq. (52) yields the modification of the energy through perturbation of the
condensate. This term can be estimated to lead to relatively long beatings in the linear
response and will be neglected in the following.

Similarly to the case of the dynamics of initially unperturbed semiconductor Eq. (52) provides
the structure of elementary excitations given by the spectral decomposition of the kernel
f(kl,kz;k’l,k’z) = 0(kg + kyp — k] — K5)L(kq, ko; kg — ky): its eigenfunctions define the
modified exciton operators, which then should be used in expansion (9). We present results
for the lowest energy state in Fig. 4.
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Fig. 4. Modification of bright excitons due to interaction with dark BE condensate. (a)
Variation of the exciton binding energy (left scale) and the exciton radius (right scale) with
the condensate density [see Eq. (51)]. (b) Absorption spectra for different values of #: solid,
dashed, dotted and dash-dotted lines correspond to 17 = 0,0.3,0.6, 0.9, respectively. The inset
shows the exciton wave function in the momentum representation.

The exchange by hole with condensate leads to renormalizations of the mass of the hole
and its interaction with electron within the bright exciton. As a result the observed exciton
states exhibit a blue shift for the binding energy and increasing radius (see Fig. 4a and inset
in Fig. 4b) as functions of the condensate density. In Fig. 4 we have plotted the absorption
spectrum for different densities taking into account the variation of the exciton oscillator
strength, which is determined by |¢(x = 0)|? &< 1/73(17).

3. Ab initio approach - time-dependent density functional theory

In this Section, we present an alternative, ab initio, approach to describe ultrafast processes,
based on time-dependent density functional theory (TDDFT).(Runge & Gross, 1984) The main
advantage of this approach compared to the Green’s function many-body theory methods
is its simplicity. Being an effective single-electron theory, TDDFT uses time-dependent
single-electron density to describe the nonequilibrium response. The corresponding
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single-particle Kohn-Sham wave equation depends on one vector coordinate and one time
variable, which gives a big advantage compared to the Green’s function approaches,
where in strongly nonequilibrium case one needs to take into account many-time Green’s
functions, and the truncation used to have a finite system of equations is often not well
justified. Moreover, technically to solve this system of many-time Green’s functions is a very
complicated task since in general case there is no time translation invariance, and one cannot
use Fourier transforms and needs to consider time variables on the complex Keldysh type
time-contour (see for example (Kadanoff & Baym, 1962)). This analysis can consume a very
large amount of time (see, e.g., Refs. (Freericks et al., 2006; Onida et al., 2002)).

Another difficulty in the Green’s function case comes from the correct treating of the Coulomb
interaction. In the case of pulses shorter than the Coulomb scattering time, one cannot take
these effects into account within a phenomenological scattering time parameter, like in the
Boltzmann equation approach. Thus, one needs to take into account the electron correlation
effects more accurately in this case, which is a very complicated problem in the majority of
cases. In TDDFT, provided one has the correct exchange-correlation (XC) potential, these
effects are taken into account exactly in the framework of a simple single-particle Kohn-Sham
equation with relatively simple XC potential responsible for the electron correlation effects.
Even though the form of such a potential in the case of materials containing transition
metal atoms or atoms with f-electrons in the valence band is not solved yet, in the case of
familiar semiconductor and molecular systems standard local-density approximation (LDA)
and generalized gradient approximation (GGA) are often proved to be good approximations,
like in description of single-electron excitations in molecular systems.(Elliott et al., 2009)

One of the most important questions in TDDFT is its ability as an effective single-particle
theory to describe multi-particle effects, including multiple-electron excitations and bound
electron-hole states, like excitons and biexcitons. To be more specific, one needs to find
the form of the corresponding XC potential to describe these effects. At the moment
our knowledge about the structure of such potentials is rather limited. Though, recently
significant progress in this direction has been made.

In the case of a weak and slow perturbation, the algorithm based on the many-body
Bethe-Salpeter equation (BSE) to construct the XC potential able to describe excitonic
effects was proposed in Refs. (Botti et al., 2004; Marini et al., 2003; Reining et al., 2002).
It was shown also that in the linear response regime in frequency representation one
can construct a pure TDDFT potential, the time-dependent optimized effective potential
in exact-exchange approximation (XX-TDOEP), to describe excitonic effects in the optical
absorption spectra.(Kim & Gorling, 2002a;b) Despite the progress of the approaches
mentioned above, these methods are rather complicated, which makes them difficult to apply
in general nonlinear case of strong ultrafast perturbations. Moreover, the question whether
they can describe higher order effects, like biexcitons or other nonlinear collective effects,
including Bose-Einstein condensation of excitons remains open.

Recently, we proposed formally simple and rather general TDDFT approach based on the
density-matrix representation, which is able to describe some of the phenomena mentioned
above.(Turkowski et al., 2009; Turkowski & Ullrich, 2008; Turkowski et al., 2010) In this
Section, we present the general formalism used in this approach. In particular, we present the
system of the TDDFT equations for the density matrix elements, which is the TDDFT version
of semiconductor Bloch equations, that includes nonlinear excitonic effects in all orders of
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magnitude. As we demonstrate, the solution of these equations in the case of excitons, and
their generalization on the case of biexcitons, gives the corresponding energies of the bound
states and wave functions, allows to analyze nonlinear effects like exciton-exciton interaction,
which can be applied to the description of four-wave mixing experiments. Finally, we discuss
the possibility to describe with the approach a highly nonlinear, collective effect of the Bose
condensation of excitons.

3.1 General formalism

In TDDEFT the time evolution of the system is studied by solving time-dependent Kohn-Sham
equation:

d N
ig‘F(r, t) = H(r, t)¥(x, 1), (54)
where the time-dependent Hamiltonian

2

H(t) == VT + Vnucl(r) +Vu [n](r/t) + Vae [1’1} (I‘,t) + V(I‘, t)/ (55)
consists of the kinetic energy part (first term), the nuclear potential V,,,,(r) for the electrons,
the Hartree potential Vy[n](r) = [dr'n(r')/|r — 1|, the XC potential Vyc[n](r,t) and the
external field term V(r, t). Generally speaking, in the case of an external electric field
E(r, t), this field has to be included into the Kohn-Sham Hamiltonian through the standard
substitution V. — V — (i/c¢)Aext(r, ), and the scalar potential term ¢.x(r, t), where the
external vector potential A,y (r, t) and @exrt(r, t) define the electric field:

Bt 1) = —Vgpu(r, 1) — L OBext(tt) (56)
c ot

In the case of extended systems one needs to use the vector potential in order to describe
the periodic system. Moreover, one should use the current-TDDFT with the macroscopic
current that leads to the periodicity of the system. However, in the case when the field
frequency is larger than the level spacing, the scalar potential V(r,t) = @ex(r,t) =
—E(t)r, which significantly simplifies the solution and which we shall use below, is a good
approximation.(Schifer & Wegener, 2002)

The XC potential takes into account all electron exchange and correlation effects beyond the
Hartree approximation. The Hartree and the XC potentials depend on the time-dependent
electron charge density, which can be expressed in terms of the wave-functions ‘}’{((r, t),
solutions of Equation (54),

n(rt) =2 [¥i(rt)]%0(er — &), (57)
ik

where k is the momentum and i is the band (with the energy ¢}') and all other quantum
number indices, and er is the Fermi energy in the case of extended bulk system. The
bandstructure and the Fermi energy can be obtained from the stationary solution of the
Kohn-Sham problem (standard DFT theory(Kohn, 1999)). It is easy to generalize the
corresponding problem on the case of finite systems. The simplest well-known approximation
for the XC potential (the exchange only part) is the adiabatic LDA approximation:

Verpa(n(r)) = —(3/ n)l/ 31n1/3(r). In the case of highly-correlated systems and strongly
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nonequilibrium processes more complicated forms for Vi [n](r,t) have to be used. In
particular, in the case of the ultrafast processes the memory effects (dependence of the XC
potential on the charge densities in all previous times) can play an important role.

In order to study the optical transitions in the system, it is convenient to express the
time-dependent wave functions as linear combinations of the ground-state wave functions:

¥ = L [ (09 +67 0p0)], (59)
]

where ci ’(t) are momentum and time-dependent complex coefficients, and [; = v;, ¢; are
the valence and conduction band indices. One can solve the problem by studying the
time dependence of these coefficients, however from the physical point of view it is more

. T ._ *
convenient to analyze the solution for the density matrix: pﬁ”fé”l‘)l"(t) = cﬁé”‘(t) [Cﬁ’ll)”(t)] .
The elements of this matrix correspond are related to the probability of the optical transitions
between different bands and their occupation. The density matrix satisfies the Liouville-von
Neumann equation:

Il ol ol 1T,
, (59)

a ulmln i}lml,’1 j‘n n
isep () = [H(), el =) [ Hig! (e () = oy () H (1)
"

j

where
lml m* l:: — olm lmln nby lml
Hygh(0) = [ drgle® (HO9E (1) = efrdny, + BOL + Vi (0 + Vi), 60)

l”‘l” = [ drlpl”’* )rlpfl"(r) are the dipole matrix elements, and the space integration is

performed over the unit cell. In Eq. (60), V. vl q( ) and Vi’é’ll(” (t) are the matrix elements for the

difference between the time-dependent and ground state (at t < to) potentials Vy[n](r,t) —
Vi [n](r, to) and Vxc[n](x, t) — Vxc[n](x,tp) . The Liouville-von Neumann equation has to be
solved together with the corresponding charge density equation

il Ly m i
n(rt) =2 Y, (g (0w (r)0(er — €). (61)
il X, q,p
As follows from the last equation, the density matrix defines the time-dependence of the
electron charge density. It also allows to calculate many other physical quantities, including
. . . 1;17711; l:;lm
the dynamical polarization D(t) = ¥, 11 k,q,p plv(;qp (t)dpq"

3.2 Exciton states

To analyze the possibility of excitonic states in the optical absorption spectrum of the
system, in principle it is enough to find the dynamical polarization from the solution of the
Liouville-von Neumann equations (59) in the case of an external perturbation, like an external
femtosecond pulse: E(t) = Ege /™ (t ~ 1 — 100fs). The optical absorption spectrum A(w)
can be found from the expression for the polarization P(w): A(w) = —2Re[P(w)/E(w)]. In
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the last equation the total polarization is the sum of polarizations for all possible interband
transitions:

P (@) = {470/ /&) (e &) Qe [ % [ty 2o ) (62)

where €, is the dielectric constant, 86" — 8167 is the corresponding bandgap and Q) is the
volume of the unit cell.

For simplicity, in this Subsection we shall concentrate on the two-band case with 2 x 2 density
matrix with two independent matrix elements: the conduction band occupancy pif(t) and
the polarization pf’(t). The other two elements, the valence band occupancy p}”(t) and the
polarization de-excitation matrix element p}°(t), can be found from the first two elements by
using the conservation of particles equation p” (t) 4 o5 (t) = 1and the definition of the matrix
elements, which gives p{(t) = p{’*(t). The independent TDDFT matrix equations have the
following form:

0
5Pk (1) = “2m [(E()did + Vi + Viadeic (D] (63)

2 P20 = —ile — (1) — ilofF (6) — P (DE
— il (8) ~ PO (VER(D) + VER(D)
— i[VER () + VEL (1) — VER(B) — VIS (D]g (1), (64

They correspond to the many-body theory semiconductor Bloch equations,(Haug & Koch,
2004) but in the TDDFT case the correlation effects are taken into account exactly without
making the Hartree-Fock truncation.

In order to get a better feeling of the correspondence between both theories, it is instructive
to compare both systems of the equations. Applying the same expansion of the wave
function in terms of the stationary wave functions and writing down the corresponding
Liouville-von-Neumann equation for the density matrix in the case of the Hartree-Fock
equation

Y (r, t v Ik £1C 0 B
%_ [——E r—l—/dr 4 q‘:_r| ! Yy (rt)
R AL
- far T ), (65)

one can obtain familiar set of the semiconductor Bloch equations (in linear expansion in the
polarization, see below):

b0 = = 2m | (EO+ [ S vie—apg o) piccr)] (66
S0 = — e~ i~ [ A5V Qo0 ()0

— il -] (EOR? - [ A vik-apg0). @)
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Comparizon of the systems of equations (63), (64) and (66), (67) suggests that the electron-hole

interaction term [ (équPV(k —q)pg’ (t) resposible for the Rydberg series of the bound states in

the Bloch equation case is contained in the nonlinear functional of the polarization pg/ (t) of the
matrix element V(7 (t) (through the polarization that enters in the charge density, Eq. (61)).

We have analyzed the optical absorption spectrum in the case of several XC potentials and
found that in some cases the spectrum contains an excitonic peak below the conduction band
edge.(Turkowski & Ullrich, 2008) In particular, we have found that the optical absorption
spectrum demonstrates a pronounceable excitonic peak when the XC kernel contains the
Coulomb singularity 1/4?, like in the case of the KLI and Slater potentials.(Krieger et al., 1992)
This result is in agreement with Kim and Gérling (Kim & Gorling, 2002a;b) who showed that
in the translational-invariant systems in order to have the excitonic peaks one needs to have
such a singularity. On the other hand, it was found that the standard LDA and GGA potentials
are "too weak" to produce the peaks.

In order to get a deeper understanding of the structure of the XC kernels necessary to produce
the excitonic bound state one can analyze the linearized TDDFT equation for the polarization
which corresponds to the Wannier equation [—(V?2/2m,) — (1/er)] ¢(r) = E¢(x) for the
exciton eigenenergies and eigenfunctions (1, is the reduced electron-hole effective mass and e
is the static dielectric constant of the material).(Wannier, 1937) The solution of the last equation
demonstrates a Rydberg series of the excitonic binding energies qualitatively described by the
Elliott formula (Haug & Koch, 2004).

The corresponding TDDFT Wannier equation can be obtained by linearizing equation (64):
x [0 bcq + Fiq(@)] £ () = wpid () (68)
with the effective electron-hole interaction

Faa(@) = 5 [ @7 [ 9o el ¥, 0)psq (et (69)

(in the momentum representation). The corresponding real-space equation can be
obtained after the Fourier transforms p(R,w) = Yy e *Rp®(w) and V,;(R,R/,w) =
Yikq e*ikRqu(w)eiqR/, where R is a direct lattice vector. Since the excitonic wave function
extends over many lattice sites, one can consider R as a continuous variable. In this case the
TDDFT Wannier equation takes the following form

|:_ h2v2

Pr' Vo (1,1, w)pi(x') =0, (70)

o+ EKS _ w] pi(r) + / .

space

(m; 1 = mz' 4 m; ! is the reduced mass and E?S is the KS band gap). The solution of the
last equation gives the exciton eigenfunctions p(R,w) and eigenenergies, which are defined
by a nonlocal, frequency-dependent electron-hole interaction V,;(r, 1/, w). This interaction is
defined by the XC kernel. The analysis of the solution in the case of the of LDA kernel, shows
again that it is too weak to produce bound states. On the other hand, it was found that a
phenomenological local kernel f£oMact(r, ') = —Ad(r —1’) (A is a positive constant), and a
long-range kernel with the Coulomb singularity ~ 1/4? in the momentum space, fLRC(r,1') =
—a/47t|r — v'| («is an adjustable parameter, which might be interpreted as an effective inverse
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screening), give correct lowest excitonic energy at proper choice of the parameters A and «.
These values are of the same order of magnitude for one group of semiconductors - zincblende
or wurtzite, but can be one or two orders of magnitude different for the semiconductors from
different groups.(Turkowski et al., 2009) This suggests that these kernels, similarly to the LDA
case, might be defined by system parameters, in particular the electron density and the volume
of the unit cell. The generalization of this formalism, based on two-particle density matrix,
was used to study the biexcitonic binding energies.(Turkowski et al., 2010)

3.3 Biexcitons

The above formalism can be generalized to the case of multiple excitations, in particular
on the case of biexcitons, correlated double electronic excitations.(Turkowski et al., 2010)
In principle, one can obtain double excitations and possibly coupled (biexcitonic) states
within single-particle TDDFT in the case of non-adiabatic XC kernel. In this case, nonlinear
Casida equation for the eigenenergies will have extra solutions in addition to single-particle
excitations. In this Subsection, we analyze how one can obtain biexcitonic states within
adiabatic approximation since this case corresponds to a transparent biexciton eigenproblem.
In order to find such an approach, one may use the natural orbital (NO) representation for the
stationary electron eigenfunctions.(Giesbertz et al., 2008; 2009; Pernal et al., 2007) In this case
multi-particle excited states can be described by elements of one- and two-electron density
matrices, defined as

y(xq, x4, t) = N/dxz/dx3.../de‘I’(xl,xz,...,xN, BY*(x), x2, . XN, 1), (71)

T(xq,xp,x1,x5,t) = N(N — 1)/dX3.../de‘I’(xl,xz,...,xN,t)‘}’*(xi,x’z,...,xN,t), (72)

where ¥ is the N-particle wave function and x; = (r;,s;) denotes the space coordinate and
spin index.(Giesbertz et al., 2008; 2009; Pernal et al., 2007) In principle, all ground state
properties can be obtained from the the single-particle matrix y(xq,x}), due to one-to-one
correspondence between the matrix and the ground state many-body wave function ¥ (the
density matrix functional theory generalization of the Hohenberg-Kohn theorem (Gilbert,
1975)). Though to study the excited states the two-electron density matrix is necessary. We
shall concentrate on an effective two-electron theory described by the Hamiltonian

H(rlr I, t) = ]:lad (rlr t) + ]:lad (rzr t) + w[”Z] (1‘1, I, t)r (73)

where 1?? is the single-particle TDDFT Hamiltonian (55). In order to have biexcitonic
states in the adiabatic approximation, one can introduce an effective two-particle interaction
w(ny](ry, 12, 1) which depends on two-particle density ny(ry, 1rp, ) = ¥*(r1, 10, £)¥ (11, 12, 1).
Similar to the excitonic case, one can expand the two-electron wave-function in terms of the
NOs x(r), which in the singlet case gives ¥ (r, v/, t) = ¥ ; C () X (x) x; (r'), where Cy(t) is a
symmetric matrix with respect to quantum number indices k abd /. In this case, it is easy to
show that

v(x1, 4, 1) Z')’kl )Xk (x1)x; (1), (74)

T (x1, %0, X7, x5, ) Z itn (8) x5 (1) X1 (22) x5 (X]) 20 (22), (75)

klmn
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where v () =2Y.,,, Crm ( )Clm (t) and Ty (t) = 2Ck (1) Coiyya(£). Some of the elements of the
last two matrices are proportional to the excitonic and the biexcitonic wave functions (with
indices cv and ccvv in the notations of the previous Subsection, correspondingly). Matrix
elements Cy(t) satisfy the following equation of motion:

acslt( ) - Z(hkr(t)c ( ) + Ckr By + Zwklrs Crs (76)

7

with the initial condition Cy;(t = 0) ~ ;. The matrix elements hy, (t) are defined above and

Wrimn(t) = / dry /erXZ (r1)x] (r2)w[na] (x1, 12, £) X (11) Xn (12)- (77)
From equation (76) one can obtain the equations for 7y (#) and Ty, (£):

;07
atkl Z(hkr')’rl = Vi) + Z (r;rsmw:nsrl — Thrsm@Wmsri) » (78)

r r,s,m

. al"kl
! atmn = Z(hkrrrlmn + hrlrkrmn - hﬁﬂrklrn - h?’ﬂrklmr) + Z (wklrsrrSﬂﬂl - w;knnrsrklrs) (79)
7,5

r ’

This is a closed system of equations and is the generalization of the single-electron problem
problem from the previous Subsection (at w = 0 and I' = 0) on the two-electron case. Namely,
at w = 0 in the linear approximation for two bands one obtains the TDDFT-Wannier equation:

qu'ynk q ; [(Si’+q - Szl)d) O + Fkk’] 'YZTIJ(’,q ’ (80)

where k is the electron momentum and q is the sum of the electron and hole momenta (we
consider more general case of nonzero exciton momentum). The electron-hole interaction F ;.
is defined in Eq. (69).

Similarly, in the case of two-bands one can obtain the equation for the biexciton function:

ccov
0= |5, —€crq — €l T €k kg | Mg iokkrg — ZGk+q,k’ e+ kg kg kR kg 7
(81)
where Gy g 1isq ik i+q are the matrix elements of the one- and two-electron density

kernels g1(r, 11, 17) = (si‘f*r'”lfrrz)) and go(rq, 12,13, 14) = f;)((rr;rrj)) with respect to the Kohn-Sham

eigendunctions, similar to F, ;s (we refer the reader to paper (Turkowski et al., 2010), where the
explicit expression for the matrix elements is presented). Eq. (81) can be solved by expanding
the biexcitonic function in terms of the complete set of the excitonic functions 7" a with
eigenenergies Ej q (1 is the number of the bound state). These quantities can be found from
the solution of Eq. (80). The next step is to antisymmetrize the corresponding function with
respect to interchange of holes and electrons. Then one can get the following expressions for
the singlet (—) and triplet (4-) biexcitonic functions(Schéfer & Wegener, 2002; Turkowski et al.,
2010):
fee "vv' £+

v o' + v o' +
k+q kK kk'+q Z [7;1,k+q,q’)’m,k%qﬁqbﬂm,q + 'Yn,k’,k’fk')’m,k+q,k7k’bnm,k’7k] : (82)
n,m
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The solution of the eigenproblem for b,jfm,q

Y [(w — Eng — Emnq) SuwSunmOaq — Hioy o g q,] b g =0 (83)
n//m/,q/

gives one the biexcitonic eigenvectors and eigenenergies. In the last equation Hnm w',qq’

are functionals of the excitonic functions and interaction elements F s and G/ PP (see
Ref. (Turkowski et al., 2010)).

We tested the formalism in the case of several semiconductors by using phenomenological
local one-particle kernel f<oMact(y r') and two-particle "contact biexciton” kernels
giocal(r, 1, 1) = —CoA1d(r — 11)d(r — 1) and g (r,v/,1, 1)) = —Axd(r — r')d(r —
r1)é(r — 1p). It was found that indeed the TDDFT can describe the biexcitonic states in the
adiabatic approximation.

3.4 Nonlinear effects

It is straightforward to extend the formalism developed above to the nonlinear case, including
dynamical exciton-exciton interaction and memory effects. These processes play an important
role in the case of ultrafast processes, including four-wave mixing experiments. So far, these
nonlinear effects were studied only in the framework of many-body effective models. In most
cases, the problem was analyzed by solving a third-order polarization equation. Beyond the
importance of developing the TDDFT approach to describe the ultrafast processes, there is
another important reason for this. Namely, from the experimental data one can learn about
the non-adiabatic structure of the XC kernels, since our knowledge on the non-adiabatic
kernels is much more limited comparing to the static adiabatic case. Below, we analyze
some possible types of the response of the system by taking into account the memory effects
and by using the known asymptotic limits of the XC kernels at low and high frequencies,
and compare qualitatively the TDDFT results with the corresponding phenomenological
many-body solution.

From equation (64) one can obtain the system of equations for the first and the third order
polarizations:

. a C v cv
i P () = [ — e BV + [ dag ()P () + ATEC), (84)
q
¥
ZEPIES):[ —81( +Z/dtwkqtt ()‘Pq ( )‘2
+ Y / ar’ / ar'" / A" Bregpp (111 0" PE M () PV (1) P (1), (85)
q.p.p’
where
teq (b t) =2 / dr / e O (90O (1) fo (1,0, 1, )WY () # L O (r) (86)

freg (L 1) =2 / dr / eSO (w0 (1) £ (xS0 (¢ WO (1), (87)
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and By g,y (11, 17,1") is a sum of matrix elements of fxc and its first two derivatives
with respect to the particle density, similar to Eqs. (86) and (87). In the case of four-wave
mixing experiments the system of equations (84), (85) can be solved by solving first the
linear equation, and then the nonlinear effects can be found by solving Eq. (85). To study
nonlinear effects one can also analyze the approximate effective third order equation for the
total polarization which corresponds to the system (84), (85):

0P .B 2 1 ‘P|2 iP* ’ N2 g4/
at’(“ \P|)P—2(1— o)o-5 _OOF(t—t)P(t)dt, (88)

similar to the many-body equation analyzed in Refs. (Ostreich et al., 1995; 1998). In the last
equation,

0 =ef — €,
p=2 [”‘Hl(d() - “H]Ek) Z“Hl(d() 2"‘;1(1)] (0,0)
+2 [Biite — Bk ] (0,0,0) +7135(0,0,0,0)
F(t,t') /drdr’dr”‘f OO (1) £ (1,1, 1,0, ) ([0 () 2 — (920 () )
< ¥ (w0 (), )

Q) is the Rabi frequency and #, is the maximum density corresponding to the Pauli blocking
term (we neglect the momentum variable below).

As it follows from Eq. (89), the nonlinear time-dependent effects are defined by the
memory function F(t — t'), which depends on the non-adiabatic part of the XC kernel.
In the many-body approach, the memory function usually depends on the exciton-exciton
correlation function, which is difficult to find, so in this case a phenomenological approach
has to be used. For example, as it was proposed in Ref. (Ostreich & Sham, 1999), in the case of
slowly varying polarization the memory term can be approximated by

ipx ot i P* t
— % F(t—t)P(t)2dt ~ —%P(t)z/ F(t—t)at, (90)

—oo 0
so the time-correlation effects are defined by the functlon g fo t')dt'. This function
can be expressed in terms of the spectral density p(w): g fo dwp(w)w™le ™ In the

low-frequency limit, which defines the long-time asymptotic behavior of the system, the
spectral density can be approximated by a power low-function p(w) ~ w®. This function
defines the dissipation processes in the system, i.e. the role of the environment (other excitons)
on the behavior of given exciton. In the cases when « is smaller, equal or larger than 1, the
dissipation is called "sub-ohmic", "ohmic" and "super-ohmic" (Caldeira & Leggett, 1983). Since
the spectral function must decay at large frequencies, the general form of the spectral density
was approximated by

p(w) = Aw'e™/er, (91)

where wr is the frequency scale and A is the normalization constant. Thus, the memory
function can be approximated by(Ostreich & Sham, 1999)

F(t) = A/O dwewe W/ Wremiwt, (92)
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In the case of an one-dimensional model for excitons, the authors of Ref. (Ostreich & Sham,
1999) found « = 1.

One can in principle construct an fxc such that the functions on the right hand sides of the
Eqgs. (89) and (92) are equal. In this case, the equation for polarization will coincide with the
many-body equation, and the solution in both cases will be the same. However, as we show
below due to some constraints on the frequency-dependent fxc, the last equation should be
corrected. Namely, it is known that the exact asymptotic of the XC kernel at large frequencies
is fxc~a+ bw 2 (van Leeuwen, 2001). In the case of low frequencies, the information about
the exact behavior of fxc is more limited. In particular, it is known that it can have poles in
the case of finite system in the discrete part of the spectrum. To get an idea about possible
frequency-dependence of the XC kernel for all ranges of frequencies one can consider the case
of the homogeneous electron gas, when fxc(w — 0) — 0, fxc(w — ) — w~3/2 (Marques
& Gross, 2003). From these results one can suggest the following rather general form for the
non-adiabatic part of the XC kernel:

wl)é

fxclw) = AW,

©3)
where « is of order of 1, and B = 2, though the case p = 3/2 is also worth of special
attention. Below we solve Eq. (88) in the case of different values of « and p = 1.5 and 2.
We approximate the XC kernel in the following way: fxc(r,t,t') = fa-[n(x,t)]fxc(t—t'),
where f{-[n(r,t)] is the adiabatic part and fxc(t — #) the last term is defined in Eq. (93).
Substitution of this expression into Eq. (89) leads to the following form of the memory
function: F(t) = A [{°dww®[l + (w/wp)* F]~le7%!, where A is the integral over the
derivative of the adiabatic part with respect to the particle density multiplied by the static
wave functions (see Eq. (89)).

We analyze qualitatively possible solutions of Eq. (88) by considering two characteristic cases:
an approximate time-evolution of the excitonic density and collective excitations in the case of
two different memory functions: the exponentially decaying kernel (91) and the TDDFT-type
algebraically decaying kernel (93). The time-dependence of the excitonic density n(t) can
be obtained from the equation for polarization by using the ansatz Py = +/n(t)exp(i¢),
which gives n(t) ~ 1n(0)[1+ n(0)Re fot g(#)d']~L. One can show that the equilibration takes
much longer time in a more realistic case of the TDDFT spectral function, comparing to the
exponential one (see Fig. 5).

One can analyze the collective excitations in the excitonic system by separating the slow and
fast components of polarization, P = Py + P, so the fast component satisfies the following

approximate equation: dP;/dt = —|Py|? [iﬁPl + fot F(t— )P (t')dt'| . The eigenvalues of
this equations can be found numerically from the corresponding equation in frequency
representation:

w/n = B—F(0) /‘°° p(w")dew!

_ 4
0 w —w—i0 (04)

(for details, in particular for the normalization of the function p and the spectral sum rule
for F(t), see Ref. (Ostreich & Sham, 1999)). It is possible to show that the number of possible
collective modes increases from 0 to 2 with the exciton density increasing (the zero-frequency
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1.00+
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Fig. 5. The time-dependence of the exciton density in the case of f = 2" (a) and exponential
spectral function (b). We have used the parameters for the 3D model of semiconductor from
(Ostreich & Sham, 1999): B = 52w, /3, F(0) = 14w?2, wy = 6.7meV. The time is given in units
of 1/wy and n(0) = 0.1.

mode corresponds to the Goldstone mode). Since at small frequencies the change of the
right hand side of Eq. (94) with frequency is faster in the case of power spectral function,
the critical value for the density above which there are collective oscillations is lower in this
case. Also, the corresponding energies for these oscillations are lower in the case of power
spectral function.

Finally, similar to the many-body case, one can analyze the two-dimensional Fourier spectrum
of the system by taking into account memory effects. It is possible to show that the presence
of the memory function in Eq. (88) can not only result in a shift of the excitonic peak in the
spectrum but also lead to coupled exciton-exciton states. The detailed results of these studies
will be published in the nearest future.

To summarize, we have shown that our TDDFT approach for excitons, despite being at the
early stage of the development, shows to be a very promising and powerful method that can
be used in many applications, in particular in studies of ultrafast processes.
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1. Introduction

Massey-Milnor linking theory was developed by J. Milnor [Mil, Mi2] and W. Massey [Ma, Po]
algebraically and homological-theoretically in 1960’s, but still remains quite mysterious as the
explicit formulae thereof is missing.

Chern-Simons-Witten configuration space integrals are the Feynman graphs in the aspect
of perturbative quantum field theory, and are developed by E. Witten [ADW, AF1, AF2,
At, Aw, Bal, Ba2, HM, MV, RT, Tu, Wi] in 1990’s. But, as in almost all quantum field
theories to compute Feynman graphs explicitly is always beyond any rigorous mathematical
attack for the time being [PS]. Nevertheless in this paper, in the aspect of the first
nonvanishing Massey-Milnor linking [Ma, Mil, Mi2, Po] we compute explicitly the related
Chern-Simons-Witten configuration space integrals [HKT, Hs1, Hs2, Hs3, Hs4, Hs5, Hs6, Hs7,
HY], from which we derive the combinatorial formulae of the Massey-Milnor linking when
the link under study is represented as a link diagram on the plane R2.

2. Set-up

In this section for the forthcoming presentation of Massey-Milnor linking theory and
Chern-Simons-Witten graphs in perturbative quantum field theory [AF1, AF2, Ba2, Wi], we
define the related concept as follows.

For the set-up suppose that a given link L = {Lg,Ly,...,L,} oriented with base points
{xj € Lj|i =0,1,...,n}, is in a general position with pairwise crossings specified in R? and is
represented schematically as

/ ----- \
Xn- 1, Q
L
IQ X2
“) _ Ou
Ln Lo X1
\ - /

To be more precise, each component L; is represented schematically by a trivial circle with
the base point X; placed outer the most on L of L = {Lo,Ly,...,Ly} which is arranged
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counter-clockwise with Lj as the root. Moreover each L; is oriented counter-clockwise as
shown schematically.

Also for the link L = {Lg,Ly,...,L,} of (n+ 1) components, to define the invariant
Lyn-1,.1,0 below we assume that all invariants of strictly lower degrees vanish namely
that Ly, ,,—1,.,10 = 0, for any permutation of any subset {L},L},..., Ly} € L of (m+1)
components and for any m < n — 1.

3. Chern-Simons-Witten graphs

In this section we present the key concept of Chern-Simons-Witten configuration space
integrals in the framework of perturbative quantum field theory. Beyond that we define our
first knot invariant L, ,_1, 1 for a link {Lo, L1,...,Ls}, for which all invariants of strictly
lower degrees vanish as in the setup.

Definition 1. (1) Given an oriented link L = {Lo,Ly,...,L,_1,Ln} as above, a
Chern-Simons-Witten graph T supported on L is a uni-trivalent rooted tree with all univalent vertices
supported on L.—Notice that our trees are “honest” trees in strict sense that all edges rooted at a vertex
are all going upward therefrom.

(2) Given a Chern-Simons-Witten graph on L we define its degree to be
degree T' = #{ edges of T'} — #{ trivalent vertices of T'}.

(3) Given a Chern-Simons-Witten graph T supported on L we define the associated
Chern-Simons-Witten configuration space to be the space as follows.

(3-1) For each trivalent vertex we assign a copy of R3.
(3-2) For a univalent vertex supported on the component L; of L we assign L; to it.

And if some univalent vertices {Uy, Uy, ..., Uy} ordered linearly with respect to the orientation and
the base point x; € L; are supported on Lj, then we assign to {Uy, Uy, ..., Uy} the subset of (Lj)k
which respects the linear order ofL]-, namely the subset { (y1,Y2, .- ., Yk) |xj <y <y <<y <

x;} C (Lj)X with the induced orientation.

As the configuration space of I we take the abstract product of the spaces in (3-1) and (3-2), but with
the orientation specified (or the ordering of the factors of the product) as follows:

(3-2-1) Always start with the root Ly.
(3-2-2) Going up for each edge.
(3-2-3) From the right edge to the left edge at each trivalent vertex.

(3-2-4) Endow the connected subgraphs with the above orientations and then take the product of the
orientation of all components. It does not matter how to get the product of the orientation of the
components as all components are even dimensional spaces.

(4) For an edge joining vertices A and B in I', we assign a differential 2-form to it by pulling-back the
standard area form on the unit sphere in R3 by the map r_; where vertex A sits below vertex B

in I'. And we define the differential form associated to T to be the product of the 2-forms indexed by
all edges of I'. Notice that it does not matter how we “arrange” the order of the product, as all these



Quantum Field Theory and Knot Invariants 157

differential forms are 2-forms. Also notice that if univalent vertices Uy, ..., Uy are supported on a
component L;, then they are “positioned” on L; with the same “height”.

(5) Finally for a Chern-Simons-Witten graph T supported on a given link L = {Lo, L1,...,Ly_1,Ln},
we define the associted Chern-Simons-Witten configuration space integral to be the integral of the
differential form constructed in (4) over the configuration space constructed in (3).

Next in Definition 2 we define the first non-vanishing invariant L, ,_1,_ 10 for the link
{Ly,Lq,...,Ly} represented diagrammatically as in the setup. We coin the construction as
HIST-transform where HI comes from the IHX-relation and ST comes from the STU-relation
in the perturbative Chern-Simons-Witten quantum field theory [Oh, Wi, Ye].

Definition 2. (1) We define the HI-transform as:

D cC D C
H l'_b
A B 1 F

A B

where vertices A, B, C and D are generic vertices of a Chern-Simons-Witten graph which are not
necessarily uni-valent ones.

(2) We define the ST-transform as:

A B A B
X -\
i i

L; L;

where vertices A and B are generic vertices and vertex i is a univalent vertex sitting on some knot
component.

(3) For the construction of connected Chern-Simons-Witten graphs of degree n supported on
{Lo,L1,...,Ly}, and to ease the notation, we define “double round brackets” ((n,n —1,...,2,1))
as follows.

3-1)((2,1)) =2A1
3-2)((3,21)) = ((3,2)) A1+3A((2,1))
(3-3) ((4,3,2,1)) = ((4,3,2) A1+ ((4,3) A (1)) +4A((3,2,1))

B4 ((nn—-1,...,21)=((n,n—=1,....2) A1+ ((n,n—1,....3)A (2, 1))+ -+ ((n,n—
MA(n—2,n-3,....2,1))+nA(n—1,n-2,...,2,1))

(4) The construction of connected Chern-Simons-Witten graphs of degree n on {Lo, L1,...,Ln} is as
follows.
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A B
(4-1) For generic vertices A and B, we assign T to (A A B), this is we connect vertices A and
B arranged as above, to a new vertex—the root shown here—by a “Y"”. And by definition the new
vertex—the root—is denoted as (A A B), if we need to continue doing this construction therefrom.

(4-2) For two connected Chern-Simons-Witten graphs A and B, to (A + B) we assign the disjoint
copies of A and B.

(5) On {Lg, L1, ..., Ly} for the construction of the first non-vanishing Chern-Simons-Witten graph
Lyn-1,.,1,0: Start with the connected ones in (4) and apply ST-transform exactly once to get the
set of all Chern-Simons-Witten graphs of two components; repeat ST-transforms till we get finally
the Chern-Simons-Witten graphs of exactly n components. And Ly ,_1, 10 is the “sum” of the
Chern-Simons-Witten graphs constructed above.

Before giving some examples we make the following remarks to make more sense of
Definition 2.

Note 1. (1) It is easy to see that the connected Chern-Simons-Witten graphs constructed in (4) of
Definition 2 is closed under the HI-transforms.

(2) If we coin the connected Chern-Simons-Witten graphs as 0-connected, those ones of two components
as (—1)-connected, the ones of three components as (—2)-connected and so forth and so on, then
it is easy to see that for any | the set of I-connected Chern-Simons-Witten graphs of degree n
supported on L = {Ly,...,Ly} are closed under HI-transform; moreover, the set of I-connected
Chern-Simons-Witten graphs constructed as above will produce exactly the set of (I — 1)-connected
ones after doing ST-transform exactly once.

(3) Our Chern-Simons-Witten graphs are always not edge-overlapping, that is when edges of the graphs
are represented as line segment in RR? they never intersect with one another except obviously at the
vertices proper.

Here are some examples to show the idea.

Example 1. Forn =2, L = {Lo, L, Ly}, the connected Chern-Simons-Witten graph of degree 2 is:
2 1
\( . As usual to ease the notation we use numerials i, j, k, ... for the knot component L;, L;, L
0

etc. The set of )-connected ones are

L o
Lo 2{) a2 Ql
0 Lo 0

It is easy to see that starting with the connected Chern-Simons-Witten graphs we get the set
of (—1)-connected ones after doing ST-transform exactly once.

Example 2. Forn =3, L = {Lg, Ly, Ly, L3}, from the construction in (3), (4) of Definition 2 it is to
3 2

see that the connected Chern-Simons-Witten graphs of degree 3 are: I and H .
0 0 1

1
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For the (—1)-connected Chern-Simons-Witten graphs,we apply ST-transform exactly once to the set of
connected ones to get:

Lo L

Xo () X1 Xo o X Xo

o X

For the set of (—2)-connected Chern-Simons-Witten graphs, we apply ST-transform exactly once to
the set of (—1)-connected ones to get the graphs of three components in Lz 5 1 ( listed below.

X: X X2 X
L Lol L Lo Ly

Lo
Xo ® X
X. X2
L+ L
Lo
Xo ® X1 Xo () X1
X X3 X: X2
Yoo 3 L Lo Ls iy L
Lo L Lo L Lo L

Xo gy X1 Xo ® X1 Xo L X1
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X2 X Xz
Ly Ls Lo~

Lo L L
© X Xo () X1

X2
L

Lo
s X
X X: x:
Ly % Lo ¢ Lo %4 Lo ¥

Also by Definition 1, the relevant Chern-Simons-Witten configuration space integrals of the above
example are shown in example 5.

Example 3. Forn =1, L = {Lg, L1}, the invariant L1 ( is nothing but the integration of the 2-form
corresponding to the edge, over the configuration space Lo X Ly:

1 - yOd_ n 1
o= [ [det| dn |,
’ 4 _ 3
”LO i dy; lvo — w1l

which is exactly the classic Gauss linking.

Example 4. n = 2, L = {Lo, Ly, Ly} for which the invariants of strictly lower degrees L;; = 0,
Vi # j, then Ly 1 ¢ is the sum of the Chern-Simons-Witten configuration space integrals corresponding
to the Chern-Simons-Witten graphs listed in Example 1.

/L/R/L L= A= A(x=2),

I /,:/Ll JE=DAGE-2),
N /1 LO-DAGE=2),
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/Lo /L1 /Lz :(0 B 2) Ax— 1)~

Example 5. n = 3, L = {Lo, Ly, Ly, L3} for which the invariants of strictly lower degrees
vanish: Lij = 0, Lijr = Ofor all distinct i, j, k, then the invariant L3 is the sum of the
following 22 Chern-Simons-Witten configuration space integrals which are the relevant integrals of
the Chern-Simons-Witten graphs listed in Example 2.

(A) = Jpy Jeo Jiy Joo Ji, J, O =) A (x =D A (x=y) Ay —2) A (y =3),
(B) = fLOfRstszstlfLZO A=A (x=Aly-1)A(y-2),
(©) = Juy Ju, Joy Jre Jiy J1, (0 (x=y)A(y—2)Ay—3),

(D) = fu, Jus S Jro S, J,O=2) AB=y) A (y=1) A (y—2),
(E) = J1y S Ju o Jiy J1 (6 —PAY=2)A(y-3),
(F) = (+ fLofRstzfxszlfLS (x=y)Aly—1)A(x-2),
(G) = J@ﬁm]@fnﬁaﬁs —)AE=1)AY-2)A(x=3),
(H%:ﬁmﬁ@ﬁdﬁp&Jp ANx=DA(x=y) Ay -2),

(D) :ﬁmﬂwkahfgﬂgx—yA]WJ)A@—ZWWO—@/
D) = Joy S S S S S, 0= ) A (x=1) A (x=2) A (y = 3),
(K) = Jy, Jus S J, Jo L, 0=) A B=y)A(2=1),

(L) = Juy S S i S S, =D A (O =) A (3=2),
Mbﬁm%hthmﬁw<yvaw
(N) = foo Jou, Jo S S J, (0= 1) A (x=2) A (y = 3),

) = Ju, S S Sy S S (
(P) = fy, S S JL Jo, J, 0= ) Ay =1) A (3—2),
Q= mmmmhmwwa@A
(R) = [, Ju, Jor J2 Ji, Ji,(0=1)
S) =iy Jus Jo Sy Sy S, (0= )

)

o

x=1)A(y—2)A(0-3),

( ANB=1)A(y—2),
(T) = fy, Sy S S S S, 0=3) A (x—y) A (2= 1),
W) = foy Ju, o Sy S S, 0 =D A (x=y) A (3=2),
V) = Ji S S S o S,k =D A0 =2) A (y=3),
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4. Massey-Milnor linking theory

Although Massey-Milnor linking theory was developed in 1960’s [Fe, Ma, Mil, Mi2, Po], the
explicit and combinatorial formulae thereof is still missing. In this section we develop the
“absolute version” of homological theory of Massey-Milnor linking [HKT, Hs1, Hs2, Hs3, Hs4,
Hs5, Hs6, Hs7, HY] in contrast to the relative homological theory of Massey’s [Fe, Ma, Po] for
the purpose of the first non-vanishing linking Ln n—1,.10 and its combinatorial formulae for

link L = {Lg,Ly,..., Ly} as in the set-up. First we need the following definition.
Definition 3. (1) For each component Lj € L={Ly,Ly,...,Lyn}, we define a closed 1-form denoted

as j(x) associated to it as:
AT
/det(dx)x_y|3 /(x—y),
L

j

which is a smooth 1-form as long as x ¢ L;. Notice also that by convention and by notation we set

x—y Xp—Y1X2—Y2X3-Y3
(_x—y)défﬁd (dx)|x1 | d6f4];_cdet< dx1 d.X'2 dX3 )|x13
Y dyp  dyx  dys 4

RTACEST ((x1 = y1)(dx2 Adys — dx3 Adys)

+ (22 — y2)(dx3 A dyy —dxy Adys)

+ (x5 = y3) (dxy A dyx —dxz Adyy)).
This is nothing but the pull-back of the standard area form of the unit sphere > C R3 by the map

X —

2, x, yin RS,
=yl Y

(2) Whenever the Gauss linking (here for convenience, we coin it as the Massey-Milnor linking of

degree one)
L= [ [e-n = //det(dx)lx_y?)
Li L;

vanishes, we define a well-defined function as: d~Vi( f f (t—y), where t € L, x € Ljand
Xj i

x;j € Lj is the base point of L;.

Similarly, whenever a given 1-form  defined on L; with | L Y = 0, we define the relevant function

P(x), x € Ljas: p(x) = A l(y) = f;j , where x; € L; is the base point. And we also coin a

function of this sort as linking function.

(3) Given a closed 2-form ¢ in R3, for simplicity we set 1-form ¢ 4 A=Y (¢)(x,vy,2) = [Tty z)

)
where the path of integration is taken along the a—direction starting from (—oo,y,z) up to (x,y, z),

the point of interests.
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< d _
(4) Using i(x) & d=1(i)(x), ¢(x) = d=1(¢)(x), whenever they make sense we define inductively
closed 2-form in R3: the “round brackets” (m,m —1,...,1), and closed 1-forms of interests the “sharp
brackets” < m,m —1,...,1 > as follows.

(4-1) We define the round bracket (j,i) = (j) A (i) + j(di) — i(dj) is a closed 2-form in R3. Notice
that di is a Dirac-like singular 2-form supported on the knot component L;, and that j(x) in j(x)(di)
refers to x € L; and is a well-defined function thereon (a so-called linking function) as we assume that
sz = 0. Similar remarks hold for i(x)(dj), with x € L;.

Next, we define the sharp bracket < j,i >= (j,i) + j(x)i(x) which is a closed 1-form in a tubular
neighborhood of Ly with k # i, k # j.

(4-2) We define the round bracket

(k,j,i) = (k,j) Ni+kA(j,i)+ <k, j>(di)—ki(dj) + < i,j >(dk)

which is a closed 2-form in R®. We notice that (di)(x) is a Dirac-like singular 2-form supported on the
knot component L;, and that < k, j >(x) refers to x € L; and is a well-defined function on Li(a linking
function), as we assume that the Massey-Milnor linkings of degree 2 vanish there. Similar remarks
hold for ki(dj) and <'i,j > (dk).

Next, we define the sharp bracket which is a closed 1-form < k,j,i > (x) forx € L;, 1 # i, ],k as:

<kji>(x)=(kji)(x)+ (kj)(x)i(x)+k(x)<ji>(x)

which is well-defined as L}, = 0 and Lf,i,l = 0 by the assumption of vanishing of Massey-Milnor
linkings of lower degrees.

(4-3) Inductively, we define the closed 2-form (j,j —1,...,2,1) in R3 as
(,j—1,...,2,1)
=(,j—1,...,2)AN1+(j,j—1,...,3) AN (2,1)
+o+Gi-DAG=2..., ) +jA(G-1j-2,...,...,1)
+<j,j—-1,...,2>1)-<j,j—1,...,3 >i(d2)
+<j -1, 4 <L2>(d3) + -+ (01)< 1,2, — 1 >(dj),

which is well-defined by the assumption of vanishing of Massey-Milnor linkings of strictly lower
degrees.

Next, we define the closed 1-form < j,j—1,...,1 > (x),x € Lywithl #1,2,...,jas:
<jj—1,...,1>(x)
=G,ji—1,...,0)x)+(,j—1,...,2(x)1(x)
+(G,j—1,...,3)(x)< 2,1 >(x)+...
+Gi-DE)G-2j-3.... 1))
+ix)<j—1,j—2,...,1>(x),

which is a well-defined function on L;, as we assume that Massey-Milnor linkings of strictly lower
degrees vanish.
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(5) Finally for a link L = {Lo,Lq,...,Ln} of (n+ 1) components for which all Massey-Milnor
linkings L*’s of strictly lower degrees vanish, we define the first non-vanishing Massey-Milnor linking

L:;,n—l,...,l,O = /L < n,i’l—l,...,z,l >
0

To conclude the presentation of Massey-Milnor linkings L}, _; ;, wenotice that L, 1,
is an ambient isotopy invariant with respect to Ly as < n,n —1,...,1 > is a closed
1-form in a tubular neighborhood of Ly which is disjoint from {Lj,Lp,...,L,}. But a

beautiful theorem of J. Milnor [Mil, Mi2] asserting that Ly , , = L ; - ,, =
Ly on 3. omn1 = Lopn 1.1 implies that the first non-vanishing Massey-Milnor linking
L} ,_1 1o is an ambient isotopy invariant with respect to L; for i = 0,1,...,n. And

notice that the “double round brackets” ((n,n —1,...,1)) defined in (3) of Definition 2 are
nothing but the “connected” part of (n,n —1,...,1), and also notice that the difference
between ((n,n —1,...,1)) and (n,n —1,...,1) is a Dirac-like singular 2-form supported on
{Li,L, ..., La}.

5. Some calculus lemma

Armed with the link L = {Lg,Ly,...,Ly} as in the setup—for example the cyclic
arrangement of L as shown there and the assumption of the vanishing of both invariants
L’s (Chern-Simons-Witten invariants defined in Section 3) and L*’s (Massey-Milnor linkings
defined in Section 4) of strictly lower degrees—and for the purpose of the equality L = L*
and the combinatorial formulae thereof, we prepare some calculus lemmas which mostly are
localization computation as our link L is represented as a link diagram lying entirely on the
plane R?, except possibly the infinitesimally small neighborhood of crossings of L.

Lemma 1.
da(A—B)—dg(A—B)
=(—)0(A—B)(dA1 NdAy NdBs +dAy; NdA3 NdBy +dA3 ANdA; AdBy),

where A, B € R3 are dummy variables,

A—-B
Cp@ (1) 1
- (L) det( i )

dB
and
A—B
def (1 1
(A-B) = (—) T apdet| dA |
8t ) |A—B| JA

and 5(A — B) is the Dirac function in R3.

Proof.
da(A—B)

. . Ay —By Ay— By A3 —Bs
=ds(—)——— | dA dA dA
A(4n)‘A_B|3 1 2 3

dB,  dB,  dBs

dA; dA, dA,

I1(A—B) I;(A—B) I'3(A—B)
ds ,
dB, dB, dB;
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ifwesetI'(x) = ﬁ
=d,[T1(dAy NdBs —dA3z NdBy) +Tp(dA3 NdBy —dA1 A dBg)
+T3(dA; AdBy —dAy NdBy)]
=(T11d A1 + T10d Ay 4+ T13dA3) A (dAy AdBs —dAs AdBo)
+ (Tp1dAq + Tpd Ay + To3dAs) A (dA3 AdBy —d Ay AdBs)
+ (T31dAq + T3pd Ay + T33d A3) A (dAy AdBy —dAy AdBy)
=(T11 4+ T'op + T33(dAy ANdAy ANdBg +dAy NdAs AdBy)
+dAs ANdAy AdB,)
— (T11dAy AdA3z AdBy 4 T1pdAy AdAz NdBy + Ti3d Ay AdAz A dB3)
—Tp1dA3 NdAy NdBy + Tpd Az ANdAy ANdBy + T'p3dAs AdAy A dB3)
— (T31dAy NdAy NdBy + Tspd Ay ANdAy ANdBy + T'33d A1 AdAy AdBs)
= — (A —B) +dp(T1dAy ANdAs +TrdAz NdA; +T3d A1 AdA)

1 1 A—B
6(A—B) 87rdB A—BP det o

Lemma 2. For the variation with respect to A, we have

D__C D C D c D Cc D Cc D C

oLy ST
A1 _ B A IB AL_B A B A B A\ B

D C D CcC D c D C
RS R N
AL 1B A B A B Al IB

where A, B, C, and D are distinct indices (or dummy variables) in {0,1,2,...,n}.

DY C D C

Proof. By definition, the configuration space integrals corresponding to + XHJ’
are: A B A B

/A,,Bch(A_x)A(x_B)/\(x—y)/\(y—C)/\(y—D)

* /I;xAyBC(D —xp(x—A)AN(x—y)A(y—B) A (y—C).
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Taking d 4, the exterior derivative of the LHS with respect to A, by our convention, is to take d 4
of the associative configuration space integrals omitting the integration over A-chain, thereby
we get a 2-form in dA. To be more explicit,

A4 | pyep A~ INE=BAG-AG-O N =-0O)

—da nyBC(A—x)A(x—D)/\(x—y)A(y_B)/\(y_C)

=) [} cpl A= B A (A=9) A (y=C) Ay D)
+/DyBc(A_D)A(A_y)/\(y_B)A(y—C)
+prop A =0 A (= BYA (=) A (= C) A (y=D)

_/nyBCdx(A_x)/\(X_D)/\(x_y)A(y_B)/\(y—C)

:—AWJA—BWWA—WAQP4DA@—DxLﬂJA—DWWA—WA@_BwWy_Q

- QWD@fﬂﬁAMAX—B»A&—yWWy—CWWy—D)

+/:;DyBC(A_x) Adx(x =D)) A (x=y) Ay =D) A (y = C)

_/xBch(A_x)A(x_B)/\(dx(x_y))/\(y—c)/\(y—D)

+/nyBC(A—x)A(x—D)A(dx(x—y))A(y_B)/\(y_C)

_‘/Bch(A‘B“(A—y)My—C)A(y—D)

* el A= DA A=A =B Ay =)
+ oA BIAB -9 A G- CA-D)

o A= DIAD = A= B) Ay =C)

+ ByCD(A—y)A(y—B)/\(y—C)A(y—D)

‘jéwéé—yWWy—D)AW—B)A@—C)

—xww@—wAw—mAW—MA@—Q

- :;ByCD(A_x)/\(X_B)/\(dy(x_y))/\(y_c)/\(y—D)

+/:;DyBC(A_x)/\(X_D)/\(Dy(x_y))/\(y_B)/\(y—C)
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== Jep A BN A=Y A= Ay = D)

+ [ (A=D)A(A=y)Aly—B)Aly—C)

DyBC

/ByCD
/DyBC
/{ByCD
/(DyBC
/xByCD
/ DyBC

“NAY-C)A

—Y Ay =B)A

—B)A(x=y) A

D)A(x=y) A

—B)A(x—-y)A

D)A(x—y)A

(y—D)

(y—0)

(Dy(y=C)) A (y—D)

(Dy(y—B) A (y—C)

(y—=C)A(Dy(y — D))

(y —B) A (Dy(y — D))

:—Aﬁ;A—MAm—wAw—QA@—m

/DyBC
/ByCD
/yBCD
/cDBC
/xDBC
/xBCD
/DBC

“yYAy-B)A(y-C)
—-yYAy-C)A(y—-D)
—yYAy-B)A(y=C)
—B)A(x=C)A(C-D)
D)A(x—B)A(B-C)
-B)A(x=D)A(D~-C)
D) A (x—C) A (C—B).
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The last eight integrals are difficult to read in general. So for the purpose of book-keeping
we use the graphic representation for them as in the above Lemma 2. Obviously the
correspondence and the association of Chern-Simons-Witten configuration space integrals to
edge-contracted Chern-Simons-Witten graphs, and vice versa are well-defined.

By definition the eight terms after the last equality sign in the above are the right hand side of
Lemma 2. O

AyB A B
Lemma 3. do(é + é):O,ifA;éBin{O,l,Z,...,n}.

X0 X0

Proof. By the definition of the associated Chern-Simons-Witten configuration space integrals
both sides of the above equality are 2-forms in dLy. That is

LHS:do/]Ra/BA(O—x)A(x—B)A(x—A)—i—do/xj/BA(x—B)A(O—A)
=) [, 0=B)A@-4)~ [ @-A)n(4-B)

—/BA(Q—B)A(B—A)+/BA(O—B)A(0—A)

:7/BA(97A)/\(A73)7/314(973)/\(3*/4)

Observe that (0 — A) and (0 — B) are both functions in A and B which do not involve any
differential forms in (dA) or (dB) respectively; so to carry out the above two integrations
we may regard (0 — A) and (0 — B) as weight functions by computing first [, ,(A — B) and
fBA (B — A) to get Gauss signs of crossings of L4 N Lg when L = {Lg, Ly, ..., Ly} isin a generic
position in R? with pairwise crossings specified. Also observe that

[ @=AA-B) == ¥ (0-4)(4B)

LaNLp

and

[ 0=B)B-24)=+ ¥ (0-B)(4,B)

LaNLg

where (A, B), for the moment, stands for the Gaussian signs of crossings L4 N Lp which is a
finite sum supported on L 4 N Lg; and this concludes the proof. O

AyB A B
Lemma 4. dy( é + C} ) =0, if A, B are two sharp brackets.

X0 X0

Proof. The proof is exactly the same as that of Lemma 3. By integration-by-parts and by
Lemma 1, we could regard both A and B as d-closed since both of them are sharp brackets. ]
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From now on we assume that L = {Lg, Ly, ..., L, } is in a generic position in R2 with pairwise
crossings specified.

First we introduce some more notations: (2,1)* = 2A1, (3,2,1)* = (3,2)* A1+3A
(2,1)*, and in general, (n,n —1,...,1)* = (n,...,2)* A1+ (n,....3)* AN(2,1)*+---+nA
(n—1,...,1)~

Lemma 5. The outer edge contractions of %‘G x; + B;C} x; at L; of the variation cancel
0 ‘0
each other, where the graph components containing vertex B connect L; to L.

Proof. Starting with the exterior differentiation at Ly, dy the integration by parts as in Lemma 2
up to x in the first graph, which is a dummy variable on L; to get the same resulting integrals
for the above graph of two components. Then do the integrations by part again at x and at y,
to get the same outer edge-contraction at L; except for a difference of (—) sign, so these two
outer edge contractions at L; cancel each other. This concludes the poof. O

Lemmas 1 to 5 are essentially preparatory computation for the calculus relevant to
Ly n—1,.,1,0—the Chern-Simons-Witten invariants; next we do some preparatory computation
for L* 1 o—the Massey-Milnor linking theory.

nn—1,...1,
Lemma 6. Denote( X , x respectively) as (+) ((—), respectively) for crossings of L =
1 .
{Lo, Ly}, then we have f(i)éo — 10) =3 and j(i)(O -1) = —% where to ease the notation we

keep the convention and notation in (1) of Definition 3.

Proof. Without loss of generality, we need only to prove

L / xdxy B X lim/ _odxdy __1
4r i x—y[® 27 es0) (x2+y2+62) 2
(+) Y 0—0—¢
0<e

O

Note 2. As our link L = {Lo,Ly,...,Lu} is represented by a link diagram in the plane R? with
arbitrarily small “germs” of pairwise crossings specified, it is easy to see that the only contribution of
Gauss linking—uwhich is equal to both L;‘/]- and L; —comes from the crossing part of L; and L;, and is
denoted as (i, ]) or (j,i).

Lemma 7. For two knot components L; and L; in {L;, L;, Ly} with the associated 1-form i(x), j(x)
as above the 1-form
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x € R? is a Dirac-like 1-form supported on the horizontal positive ——-ray through the crossing of L;

ox
and L; in the link diagram of {L;, L;, Ly }. Moreover,
/l/\J(x) = (i)
Ly
LR [N SN AN
71 VN AN TN T /\
= il.fkll\jkll/’ g N Ry

Proof. By the very defintion of integration along positive ai—direction in the plane R?, we
have [*_i(t) Aj(t) = ([T i(t)) Aj(x) —i(x) A [T, j(t)). And also notice that [*_i(t) A j(t)

el
as a 1-form in x € R?, is supported on the horizontal 5Ty passing through the crossing of

the link diagram of L; and L; by a simple localization computation Another simple localized

estimate shows that [} inj= ka(ffoo i(t)) = Jp, ilx A i) = (i,j)x as claimed.
O

6. Main theorem

In this section we will state the main theorem of this paper and some proofs for the case of
low degrees: Lo = L}, L0 = L3;,and L3o10 = L3, - We will come back to the proof
of the main theorem in Section 7 in full generality.

Here is the main theorem and as usual we use numerals i, j, k, ..., etc. for the corresponding
knot components L;, L i Ly, ..., etc. to ease the notation.

Theorem 1. Given a link L = {Lg,L1,...,Ly} of (n+ 1) components arranged diagrammatically
as in the setup for which all Chern-Simons-Witten graphs Ly, 1, 10 = O, and all Massey-Milnor
linkings Lm m-1,.10 = 0 where the sublink {Lg,L5,..., Ly} € {Lo,L1,...,Ln} is any ordered
subset of (m + 1) Components, m < n—1, then for the first non-vanishing invariants Ly, , 1, 10 and

*
nn—1,..10 We have

(1) Ln,nfl,...,l,O = L:z,n—l,...,l,O’ and
(2) Both Ly, ;1,10 and L;Kl,nfl,...,l,o are independent of the base point x; € Lj, for j=0,1,2,...,n

We will prove this theorem in full generality in Section 7. Here to make the presentation
smoother and to show the idea, we do the “detailed” proof of: L1 g = L}, L2,10 = L3, ,and
Lap10 = L%, as follows.

Example 6. For n = 1and L = {Lo, L1}, by the very definition of Ly and L] it is obvious
that both Ly and Ly o are exactly the Gauss linking and are formulated combinatorically as Lio =
Ly, = Yr,n1,(1,0). Here we follow the convention and notation of the Note 2 after Lemma 6:

(1, O) = (£3) according to the arrangement of Ly and Ly around the crossing “Ly N Lo” in the link
diagram of {Lo, L1 }.
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Example 7. Forn = 2and L = {Lo, L1, Lo}, we assume that all pairwise invariants L;; = 0 = sz
then for the first non-vanishing invariants: Ly 0 = L3 1 o and they can be computed combinatorically
as follows. First recall that invariants Ly 1 p—the Chern-Simons-Witten graph defined in Section 4—is
the sum of 4 configuration space integrals defined in Example 1; and L; | ;—the Massey-Milnor linking
defined in Definition 4—is

L;10:/2A1+/§/\d1—/ﬁ+/ﬂ
Y 0 0 0 0

So to prove Ly10 = L3, we need only to prove that the configuration space integral of
“Y-graph”—which is nothing but the first integral in Example 4—in Example 1is [;2A1in
L;,l,O'

Claim 1. If we set the 1-form

0O [ [ [ o-0AE-DAE-2

which is a part of the configuration space integrals of the Chern-Simons-Witten graph “Y”, then
4p(0) = (2 A1)(0).

Proof. With the link L = {Lg, L1, L, } represented by a link diagram in the plane R? and in the
spirit of localization computation of Lemma 6 and Lemma 7, a direct computation concludes
the proof by using the integration by part in Lemma 1.

And so,

/ 2A1 = / dp = / ¢ + / dp = / ¢ = the configuration space integral of “Y”'.
0 0 0 Jo Jo

And this concludes the proof that Ly 19 = L3 ;- And by using the combinatoric formulae of
L3 ; ;—that in Lemma 6 and Lemma 7—we derive the explicit formulae of L, 19 = L3,

Lyio=(21)0+ ¥ (1,0)(2,0)+ X (2,1)(0,1)
12 20

+ ¥ (0,2)(1,2)
0<1

O
Example 8. Forn =3, L = {Lo, L1, Ly, L3}, for which all pairwise L; j = L;‘]- = 0and all triple-wise
Lijx=L; ik =0 then for the first non-vanishing invariants: we have L3 10 = L3 5 1 o and also they
can be computed as listed below correspondingly, both graphically and combinatorically as follows:
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and

2<(03) (03)<1 3<(10)

+ Y 1,023+ Y (21)3(0,3)+ Y (0,1)(0,2)(0,3)

(10)52 0<(21) 1<2<3

+ Y 121,310+ Y (23)(20021)+ Y (30)(31)(3,2)

2<3<0 3<0<1 0<1<2
1 1 2 2 3 3

+3Y(1,0)(3,0)(2,1) + Y (2,1)(0,1)(3,2) + Y_(3,2)(1,2)(0,3)

1<3 2<0 3<1
0 1 2

2<0 3<1 0<2
1 2 3

+Y7(0,3)(2,3)(1,0) + Y " (2,0)(3,0)(1,2) + Y_(2,1)(3,1)(0,3)

0<2 2<3 2<3
3 0 1

1<3 0<1 0<1
0 2 3

+ Y (3,1)(0,1)(2,3) + Y_(1,0)(2,0)(3,2) .

3<0 1<2
1 0

1<2 3<0
3 2

For this example we try to be as explicit as possible to show the general scheme of the proof
of the main theorem.

First we derive the related combinatorical formulae of the Massey-Milnor linkings L |

as defined in Section 4 from which we do use the vanishing of Massey-Milnor linkings of
strictly lower degrees. Also to ease the notation we use: j(x) = |, ;f j(t), where x;, x € L; and x;
is the base point of L;, whenever L;; = 0. And < j,k >(x) = f;f < jk> (t) where x;, x € L;
and x; is the base point of L;, whenever L; ; = 0. And obviously by induction they could be
represented graphically as follows:

X;
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Recalling that:

Lisio= [ <3.21>= D+ [ 32

— [G2n1+ [snGn+ [<32sa

T+/03<2,1>

—/ﬁd2+/<1,2 >d3+/ GA2)T

/3d21—/2d31+/3<21>

:/(3/\2 JA1+ | (3d2) /\1—/(3dz)m

+/3/\ +/3/\2d1 /3/\ d2)

+/ <32 >d1—/31d2+/ <12 >d3+/ (3A2)1
0 0 0 0

+/ﬁi—/%i+/37< 215,
0 0 0

and using the above inductive scheme and by induction we have combinatorically,

L3o10
_/3/\2/\1+/3/\2/\1+ Z (1,0)
3<(10)
+ Z 523)+ Y (03)121)+ Y (0,3)2(1,2)
32 2<(03) (03)51
+ ), 3210+ Y, (21)(3,1)(0,1)+ ) (2,1)(0,1)(3,2)
(3,2)<0 2<3<0 2<0
1 1 1 3%1
+).BDODE23)+ ), (32)(02)(1,2)+ ), (21)3(0,3)
3<0 3<0<1 1<(2,1)
1%2 2 2 3
+ Y (0,3)(1,3)(2,3) + Y. (3,2)(1,2)(0,3) + }_ (2,1)(3,1)(0,3)
0<1<2 3<1 2<3
i 0%2 0%1
+ Y (32)0(1,0)+ Y (1,0)(2,0)(3,2) + ¥ (1,0)(3,0)(2,3)
1<(3,2) 1<2 1<3
0 3%0 0%2
+ ), (21)0(3,0)+ Y, (1,0)(2,0)(3,0)+ ) (2,1)(0,1)(3,0)
(2,1)<3 1<2<3 2<0
0 0 0 1%3
+ ) (2,0)(3,0)(1,2)
2%3

0<1
2
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For the reamining two integrals above we have

(3/\2)/\1:Oand/3A(2A1):0.
0 0

Proof. Firstly we do the Massey-Milnor linking: L3, , ;. By notation for a given over-barred

2-form ¢ which is 1-form after doing the horizontal %-integration which is the inverse of
exterior differentiation, (after gauge-fixing) evaluated on the plane R?>—as all integrations
defined in the Massey-Milnor linkings L}, _, , are carried out in the plane R2. We need to
define the suitable 4~ as the average of horizontal %-integrations, both infinitesimally above
R? and infinitesimally below IR?. And so for each wedge product 2-form like (3 A 2) A 1, once

we do the horizontal a-integration again (the average of two, one above R? infinitesimally

and one below R? infinitesimally) we always get zero by simply observing that (3A2) A1 =
(-)BA2)1=0 O

Next we do the Chern-Simons-Witten graph: L35 19. By induction );he new and nonterlal
graphs appearing in the Chern-Simons-Witten graphs L3 5 1 o are: I and xl—‘ y of which

the Chern-Simons-Witten configuration space integrals are defmed in Example 5. Now by
shifting gear we regard these two configuration space integrals as two suitable 1-forms in 40
before carrying out the “final” integration over Ly; namely the two relevant 1-forms in 40 are:

L[ L fo-0nt-naE-pAG-2A6-3),
:/IRs/IRs/l/z/g)(O—x)/\(x—y)A(y—l)/\(y—zm(y_:;).

By stoke’s theorem:

and

/ $(0) + (0 / dp(0) +dy(0) = sum of following eight integrals
(which will be made explicit in lemma 10 in Section 7):
e 5 s » D__C s, 3 2 3 2 3 2 3 2
ARavsw/AR RS ZSSn R dRIN
0 10 1A B 100 1 o 1 0 1 0 1
In L3510, corresponding to the above eight contracted graphs we have eight lower
Chern-Simons-Witten linking together with an extra 1-chord:

X3 X2

Lo L
o X Xo gy X1
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Lo L

Xo @ M

But to compute the latter 8 Chern-Simons-Witten configuration space integrals aiming at the
combinatorial formulae we need to take into account the boundary terms for each related
Chern-Simons-Witten graphs of degree 2—say the first graph along L. For example by
induction Ly 19 = Lzl,O’ but not now; as we don’t have full cycles as before (as Ly is cut
into finitely many pieces of arcs by L3). And the beauty of computing the extra correction due
to the end points of the set of arcs along Ly is that: the correction is compensated by those 8
integrals in [, ¢(0) 4 ¢(0) which is just a discrete sum on the corresponding end points of the
pieces of arcs—cut by the attached chord in the contracted Chern-Simons-Witten graphs—of
the configuration space integrals of Y-graphs thereof.

3——2
In greater details: take Z and
0 1

By induction: applying linking of degree 2 to this piece of arc as shown we need to artificially
attach two horizontal rays to both A and B to make it a cycle as shown above. Then on

x:

Lo~ L

3——2
this full cycle, we could compute both integrals of Z and , by replacing the
0 1

original sub-arc AB with the full “cycle” made up of two horizontal }ays and AB to get two
extra corrections of opposite signs along the two added horizontal rays at A and B in the
above two integrals. More precisely thesegwoacorrections—up to signs—are nothing but the
configuration space integrals of Y-graph: , where ray at the root denotes the added ray
and numeral 2 (respectively numeral 3) stan&&¥for L (respectively L3).

With the same computation for the other 7 pairs of Chern-Simons-Witten graphs listed above,
we are done with the proof of L3, ; 5 = L3210 if we have proved the following.

32 .
Claim 3. Consider j as either a 2-form in d0: 7(0) = [(0—1)(1 —x)(x —2)(x —3) ora
0 1
2-form in d1: 5(1) = [(0—1)(1 — x)(x — 2)(x — 3) where we carry out all related integrations
except that over Ly in 1(0) and except that over Ly in 1 (1), then we have fLo 7(0) = le n(1).
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Note 3. Before giving the proof we notice that this scheme of proof works fine for the other contracted
Chern-Simons-Witten graphs in L 1. And this proves that L3 10 = L3, 1 o, and also derives the
combinatorial formulae of L3, | ;.

Note 4. We will repeat the same trick for connected Chern-Simons-Witten graphs in Ly, ,_1, 1,0 in
Lemma 10, and will be more explicit in detail in this aspect. More precisely there are three aspects in
this trick: firstly, we do contraction on the set of connected Chern-Simons-Witten graphs to get a bunch
of 2-forms in dO (namely those ones corresponding to the connected Chern-Simons-Witten graphs
contracted at uni-valent vertices); secondly, for a connected Chern-Simons-Witten graph contracted at

a vertex Lj with j # 0, we repeat the proof of the above claim to show: fLo 17(0) = fL,- 1(j); thirdly, we

compute explicitly [, #(j) and prove that it compensates the corresponding correction coming from the
]

disconnected Chern-Simons-Witten graph which has the same contracted graph after being contracted
at vertex L;.

Now we come to the proof of the claim.

]
Proof. Recall that the over-bars on 2-forms, by definition, are horizontal g—integrations from

X = —oo up to points of interests; and that if the point of interests is a planar point, the

horizontal a-integration should be defined as the average of the one infinitesimally above

R? and the one infinitesimally below R2.

(A) First we define and state contracted Chern-Simons-Witten graphs and the corresponding
2-forms—either in d0 or d1 explicitly. But this is nothing but the content of Lemma 1 and
Lemma 2 in Section 5.

(B) Next we compute: [} 1(1) = Yoo, (0,1) foom Jo J3 Jrs (= %) (x —2)(x — 3), where hori

d
stands for horizontal 37Ty starting /ending at the crossings of L1 and Lo, (0,1) is the Gauss

d
linking of L; and Lo, and & denotes the dummy variable on the horizontal 5, Tays stated

above.
(C) Next we compute | Lo 7(0). To apply the calculus Lemma 1 and Lemma 2 to an sub-arc on

L; cut-off by crossing with Ly, we need to artificially add two horizontal i-rays at the ends

of this arc to make it a full cycle. Now carry out the fundamental theorem ofxcalculus as stated
in Lemma 1 and Lemma 2 for this sub-arc of L; to get exactly the extra boundary evaluation
at the ends of the configuration space integrals of Y-graph , and then identify Y-graph
with symbols (3,2); = (2,1)3 = (1,3); for Ly, L3 and the artificial cycle L; (which is the union

d
of the above sub-arc and two horizontal a—rays) to conclude the proof of the claim. O

Note 5. The proof of the claim applies also to any double round brackets in Definition 2, the
so-called connected Chern-Simons-Witten graphs. In short in the Massey-Milnor linkings L 1 1,
connected Chern-Simons-Witten graphs always contribute nothing except those connected Y-graphs of
degree 2.

Note 6. We notice that we could only do the trick of contraction for connected graphs as above, but not
for non-connected ones.
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Note 7. In next section we will repeat the same trick of contracting connected Chern-Simons-Witten
graphs to compensate the corrections on the “cut-points”—due to lower linking functions (by
induction, a discrete sum) along a specific knot component of interests—of suitable configuration
space integrals involving artificial horizontal rays starting/ending at the cut-points, and other knot
components proper.

Note 8. In essence the proof and the computation for L3 , 1 o = L3 21,0 and the combinatorial formulae
thereof prevail in general case, because we assume the vanishing of linkings; and so we could compute
the related lower linking functions along some specific knot component—uwhich by induction are just
some discrete sums along that knot component.

7. Proof of the main theorem—general case

In this section we prove the main theorem of this paper. Here are some preparatory lemmas.
*
nn—1,...,
on Lo, the Dirac-like singular one-form when evaluated at x € R?, dj(x) is nothing but the one-form
. 11 rot
j(x) = le (x —t) where (x —t) = in mdet dt |, and the over-bar denotes the horizontal
dx

Lemma 8. In the Massey-Milnor linking L 100" the associated 1-form <n,n—1,...,2,1 >

a—integmtion as defined in Definition 3.

Proof. By de Rham theory for any 1-form j(x) in R® we have j(x) = dj + dj, where as usual

the over-bar stands for the inverse of exterior differentiation—after gauge-fixing, which is the
]

horizontal a-integration from x = —oo up to the point of interests. But in Massey-Milnor

linking the integrations of either j(x) or dj(x) are carried out in R?, so the suitable horizontal

—-integration (namely the over-bar) in dj should be defined as the average of the two natural

dx -
ones—either infinitesimally above R? or infinitesimally below R2. Hence j(x) = 0 when
restricted to the plane IR?, and this concludes the proof. |

Note 9. From Lemma 8 when restricted to the plane R2 d7 A i is nothing but j(x) Ni(x), so in

particular [ydj Aj = [yjAi= (j,i)o, in the notation of Lemma 7.

Lemma 9. In Massey-Milnor linking LY, 4, all connected Chern-Simons-Witten graphs of
degree larger than 2 contribute nothing.

Proof. For connected Chern-Simons-Witten graphs of degree larger than 2 we have double
round brackets of length larger than 2. Take a double round bracket of length 3 such as

JoBA2A1 =+ [[(BA2)A1— [;(3A2) A1 = 0, we get nothing simply because the term

) _
(3 A2) has repeated g-integrations and 1(x) vanishes by the proof of Lemma 8. So any

double round bracket of length larger than 2 also contributes nothing as it contains double
round brackets of length 3. O

For the Chern-Simons-Witten perspective L,, ,_1 . 10, we have the following.
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Lemma 10. (A) Regard the set of connected Chern-Simons-Witten graphs in Ly, ,_1, . 1 o—namely
those corresponding to double round brackets in Definition 2—as 1-forms in dO after doing all related
integrations except the one over the component Ly. And if we take the exterior differentiation once with
respect to dO of the sum of these 1-forms, then we are left with only those Chern-Simons-Witten graphs
contracted at the uni-vertices.

(B) For any contracted Chern-Simons-Witten graph in (A), if the contracted vertex—only one such
for each contracted Chern-Simons-Witten graph—is L;, j # 0, then it is the same as the contracted
Chern-Simons-Witten graph when considered as taking the exterior differential with respect to the
coordinate j(the dummy variable for L;). More precisely, for example if the contracted connected
Chern-Simon-Witten graph T looks like

Ja1T U2

n—1|

Then [[p, T = [J, p, I where the T inside the integral sign on the left hand side is considered as a

2-form in dO, say 1(0)—as we take an exterior differentiation with respect to d0 once; and where the T
in the integral sign on the right hand side is considered as a 2-form in dj, say 1 (j)—as, this time we

take an exterior differentiation with respect to djonce. In short, [ [, 1(0) = [; 1(0) = [[5 1(j) =
]

int7(j).

Proof. (A) The content (A) is nothing but a corollary of Lemma 1 and Lemma 2 in Section 5.

(B) We repeat the trick and the proof of the claims in Example 8. That is to each connected
Chern-Simons-Witten graph contracted at a vertex Lj, with j # 0, we associated two 2-forms

(one in d0 A d0, and one in dj A dj), #(0) and 7(j). We will proceed by induction: fLo 7(0) =

J1.. 1(j), where the over-bars are the average of horizontal a-mtegratlon: one infinitesimally
7

above R? and one infinitesimally below R? from x = —co up to the points of interests in R?.

(B-1) We treat | L (j) first. The connected Chern-Simons-Witten graph contracted at the vertex

L; is considered now in another perspective, as the contraction of two distinct connected
graphs of strictly lower degree at the vertex L;. By induction a connected component of the
above two distinct graphs could be regarded as a part of linking function of lower degree
at L;, and hence would cut off L; into finitely many sub-arcs. Repeat the trick of the claims

in Example 8 for the set of knot components attached to the other graph compoment and a

specific subarc of L; to get the horizontal %-rays start/end at the ends of the sub-arc of L;

cut-off by the combinatorial formulae (a part of the lower linking function associated to that
graph component).

Repeat the same computaton with the roles of these two graph components switched. That

is obvious as 17(j) = a(j) A B(j) = a(j)B(j) — «(j) B(j) which is a nontrivial and key formulae
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) . - . .
in our discrete computation of horizontal a-integratlon, but it is easy to see in the following
set-up: cut the knot component L; by the discrete contributions due to these two connected
Chern-Simons-Witten graphs (which give rise to two 1-forms «(j) and B(j) above); and as

. . d . . .
above we add artificially horizontal -—-rays strating/ending at these cut-point so that we
could apply induction scheme for these two subgraphs of lower degree to suitable knot
components attached thereon and the artificial cycles, each of which consists of a subarc of
)
L; and the two horizontal 5, Tays added onto the boundary points of the subarc. Finally do
the obvious discrete sum along L; to get the net contribution as claimed.

(B-2) Next we treat [} 7(0).

As the graph component containing Lo is of strictly lower degree than n, by induction
and after carrying out all the integrations of the configuration space integral of that graph
component we are left with an honest function (not a differential form) on L;. This also can
be regarded as the boundary evaluation of the associated configuration space integral when

adding the artificial horizontal 55Ty to the sub-arc of L; to make a full cycle so that we

could apply Lemma 1 and Lemma 2. And this boundary evaluation is exactly the horizontal

a-integration of the configuration space integral by the trick of Example 8.

Similarly switch the roles of these two graph components to get the other horizontal

——-integration of the configuration space integral of one graph component; while the other

ax

graph component plays the role of lower linking function and so is just a discrete evaluation
there; and hence cuts off L; into sub-arcs whose boundary points support the artificially

d
horizontal ——-rays as above. In short the boundary evaluation at the ends of a specific

subarc of L; of the configuration space integral of the subgraph containing Lo, by Lemma 1

0 . .
and Lemma 2 is exactly the horizontal a—integra’tion of the artificial rays as above simply
by computing the Chern-Simons-Witten configuration space integrals in two ways—one, we
integrate over just that specific sub-arc to get the extra boundary evaluation; and the other,
we integrate over the full cycle consisting of the above sub-arc and two added horizontal

]
2 avs. O
55 Tays

With all the preparatory lemmas we come to the proof of Theorem 1 in Section 6.

*

Step 1. Massey-Milnor linking Ly, 1 1.

By assumption all Massey-Milnor linkings of lower degree vanish and by Lemma 9 all
connected Chern-Simons-Witten graphs of degree larger than 2 contribute nothing to
L:z,n—l,...,l,O' The combinatorial formulae of L:z,n—l,...,l,o could be read out directly from the
expansion of the sharp bracket < n,n —1,...,2,1 >. More precisely, regard lower linkings
as linking functions supported on some knot component L; which corresponds to some dj
in < n,n—-1,...,1 >. By induction only those Chern-Simons-Witten connected graphs

of degree one and two contribute to the combinatorial formulae of L}, _, ;,. Also for a
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k\ /i

connected Chern-Simons-Witten graph of degree 2 \( which is not symmetric with respect
to its vertices {i, j,k}, the symbol (k, j); is naturally aind canonically assigned to this Y-graph
without ambiguity simply by inspecting the related linking function therewith.

Step 2. Chern-Simons-Witten graph L,,n —1,...,1,0.

(A) Consider the set of connected Chern-Simons-Witten graphs first. Mimicking the trick
of contraction of connected Chern-Simons-Witten graphs in L3510 in Section 6, we regard
this set of contracted connected Chern-Simons-Witten graphs a sum of 2-forms with only one

contracted vertex for each, along which we will construct artificially horizontal a——rays as
X

before. And as in the Section 6 this kind of Chern-Simons-Witten configuration space integrals
that involves the artificial horizontal rays will compensate those boundary evaluation of the
associated lower linking functions at the contracted vertex (equivalently the knot component
corresponding to the vertex numeral). In short even in Chern-Simons-Witten graphs, the
connected graphs of degree larger than two do not contribute anything to the combinatorial
formulae thereof. This is obvious by the above argument and by induction.

(B) For Chern-Simons-Witten graphs of degree 3 L3;10, we have explicit combinatorial
formulae as given in Example 8. And so by induction only connected Chern-Simons-Witten
graphs of degree;one and two contribute to the combinatorial formulae of L, ,,_110. And
for Y-graph , joining 3 knot components {L;, L;, Ly} we need to apply the identification
of Massey- -Milrlor linkings and Chern-Simons-Witten graphs of strictly lower degrees to
determine the suitable symble (k, j); for this Y-graph.

Step 3. Massey-Milnor linkings = Chern-Simons-Witten graphs; that is L:L,nfl,...,l,o =Lyn-1, 10

(A) We have done this for n = 1, 2 in Section 6.
(B) By induction.

Assume that we are done for all such of degrees less than 7, that is we have identified all
those non-connected Chern-Simons-Witten graphs once they are grouped together in the
manner of lower linking function which correspond to those over-barred sharp brackets
with some dj attached besides, in L}, ; 1, And obviously, we are left with only
those connected Chern-Simons-Witten graphs of degree n in both Massey-Milnor linking
and Chern-Simons-Witten graph set-ups. In the former, connected Chern-Simons-Witten
graphs correspond to double round brackets, and so contribute nothing by Lemma 10 to

L .11 in the latter, the connected Chern-Simons-Witten graphs will compensate the

9
artificial horizontal 5, Tays derived from the lower linkings functions and the suitable

sub-graphs contracted there on.

(S)t;pz 4. Both Ly,_1, 10 and L;,n—l,...,l,O are independent of the base points x; € L;, j =
2,000,

Due to cyclic symmetry of L) ; ;,—as is obvious from the Chern-Simons-Witten
perspective—we need only to prove that Ly 1.1, is independent of the choice of xg € Lo.
And we denote the change or the variation due to the change of base point xg € Lg by the
notation J. For example, § may stand for changing the old base point xy € L to the new base
point x§ € Lo; and within [xq, x5] € Lo, we may have
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Li Lj Li iiLf
—%&—)Lo or Lo .

Xo X Xo X

By definition, L}, 1, = [omn—1,..,1+ [((n,....2)1+ [y(n,...,3) - <2,1T>+
o4 Jyn<n—1,...,1>, and if for some k such that 6< k,k—1,...,1> = ¢ # 0 and
o<k—1,...,1>=0=6<k—-2,...,1> = --- =<3,2,1> =6<2,1> =01 =0,
then we have

Claim 4.

6<k+1k...,1>=C(k+1),
O0<k+2k+1,...,1>=C<k+2,k+1>,
0<k+3,k+2,...,1>=C<k+3,k+2,k+1>,

o<n—1,n-2,...,1>=C<n—-1,n-2,...,k+1>.

Proof. By the very definitionof <k+1,...,1>,<k+2,...,1>,---, <n—-1,n-2,...,1>,
for x € Ly we have (being the dumming variable of Lj), é<k+1,...,1>(x) =

x_ x_ x x
S[(k+1,...,1) + 6f(k+1,...,2)1 + 6 [ (k+1,...,3)<21> + --- + 6 [(k +
Xo Xo X0 Xo

X

1)<k...,1> = C[(k+1) = C(k+1)(x), where as usual, for j € {1,2,...,n}, j(x)
Xo

is regarded as 1-form.

X X X
Similarly, 6<k+2k+1,...,1> = 6 [(k+2,...,1)+6 [ (k+2,...,2)1+ -+ [(k+
X0 X0 Xo
X X
2)<k+1,...,1>=C[(k+2,k+1)+C [(k+2)<k+1>=C<k+2k+1>(x).
X0 Xo
X X -
In general, 6 < ILI-1,...,1 >= o6[(I-1,.... 1)+ [(LI-1,....,2)T + --- +
X X B x o
Sfl<l-11-2,...,1> =C[(LI-1,....k+1)+C[(LI-1,... . k+2)(k+1)+---+
Xo Xo Xo

X

Cfl<l—1,...,k4+1> = C<I,I-1,...,k+1>(x). And this concludes the proof of the
Xo

claim.

Now, we come back to the proof of independence of the choice of base point xg € Ly.
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By the very definitionof L), _; ,,, we have

5nn1 ,1,0

—5/ (n,n—1,. )—|—§/(n,n—1,...,2)1
0

+5/O(n,n—1,...,3)<2,1>+~~~

+5/n<n—1,n—2,...,1>
0

:C/(n,n—l,...,k—l—l)
0

—I—C/(n,n—l,...,k+2)<k+1>+---

+C/nn—1)<n— Sk+1>

+C/n<n—1n Lk+1>

*L*
—nn—1,.,k+2,k+1,0

by the assumption that all Massey-Milnor linkings of lower degrees vanish.

And this concludes the proof of Theorem 1. O
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Solution of a Linearized Model of Heisenberg’s
Fundamental Equation
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1. Introduction

The theory of quantized fields has its roots in the quantum theory of M. Planck [Planck
(1900)]. For the solution of the problem of black body radiation, he introduced the universal
quantum of action to the theory of electromagnetic fields. Nonrelativistic quantum mechanics
is established by W. Heisenberg [Heisenberg (1925)] and E. Schrodinger [Schrodinger (1926)].
M. Born, W. Heisenberg and P. Jordan [Born et al. (1926)] realized the quantization of
electromagnetic fields, and P.A.M. Dirac [Dirac (1927)] quantized electromagnetic fields in
interaction with a material system. But P. Ehrenfest noticed soon that the theory had to lead
to infinities. The existence of the positron is suggested by the theory of P.A.M. Dirac [Dirac
(1928; 1931)]. The discovery of the positron by C.D. Andersen (1932) established the theory of
quantum electrodynamics which treats the behavior of electron, positron and electromagnetic
fields. But this theory still has to lead to infinities, and these difficulties are (partially) removed
by S. Tomonaga [Tomonaga (1946)], H.A. Bethe [Bethe (1947)] and ]. Schwinger [Schwinger
(1948)] using the subtraction formalism in perturbation theory. R.P. Feynman [Feynman
(1948)] developed the method of path integral which simplifies the calculation and FJ. Dyson
[Dyson (1949)] derives Feynman'’s prescription from Tomonaga-Schwinger theory. Thus the
prescription of the subtraction formalism in electrodynamics was completely worked out.
Those theories in which the infinity of each term in the perturbation series can be subtracted
consistently are called renormalizable theories. But for these renormalizable theories, there
are still doubts about summability of the series in perturbation theory. In electrodynamics,
the expansion parameter (the coupling constant) is small and the sum of the first few terms
gives an amazing agreement with experiments, but there are no proofs about the convergence
of the series. In some theory of strong interaction the parameter is greater than 1, and
this subtraction formalism does not work. The main question is: What is hidden behind
these formal infinite series? To this question, one answer is given by the formalism of A.S.
Wightman and L. Gérding [Wightman & Garding (1964)], which is a mathematically rigorous
study of quantum fields. Since the structure of the theory is axiomatic, the theory is called
axiomatic quantum field theory. The axioms formulate the basic physical postulates (e.g.,
relativistic invariance of the state space, spectral property, unique existence of a vacuum state,
Poincaré-covariance of the fields, locality or micro causality, etc., and some technical postulate:
temperedness of the fields, etc.) in a mathematical language. Nowadays the strong interaction
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is described by the quantum chromodynamics. Its renormalizability was proven in [t Hooft
(1971)], and its asymptotic freedom discovered by [Gross & Wilczek (1973); Politzer (1973)]
gave it excellent predictability as well as quantum electrodynamics. But we know nothing
about its summability of perturbation series and the perturbation theory does not work in the
low-energy region where the coupling constant becomes large. The situation is not so different
from 1940’s. The axioms show the way to reconcile the principles of quantum mechanics
and those of special relativity. Quantum field theory is also important as effective theory in
low-energy approximation to a deeper theory like a string theory where it is said that there is
a length ¢ > 0 (fundamental length) such that one cannot distinguish events which occur in a
smaller distance than ¢ (see [Polchinski (1998)]). From this perspective, quantum field theory
with a fundamental length becomes interesting.

In 1958, Heisenberg and Pauli introduced the equation
d _
Tz P £ Pyys PP 15 (x) = 0 (a1
M

which was later called Heisenberg’s fundamental field equation or the equation of universe
and studied in [Diirr et al. (1959); Heisenberg (1966)]. The equation contains a parameter ! of
the dimension of length and accordingly one might speculate that this parameter can play the
role of the fundamental length of a quantum field theory with a fundamental length. In order
to verify this speculation one must solve two eminent problems:

(A) Formulate a relativistic quantum field theory with a fundament length in an axiomatic
way and establish its main properties;

(B) Solve this equation with a field theory according to (A).

As a mathematical theory a solution to problem (A) has been suggested in [Briining &
Nagamachi (2004)]. According to this suggestion a relativistic quantum field theory with a
fundamental length is a relativistic quantum field theory similar to the Garding - Wightman
theory (see [Wightman & Garding (1964)]) where the fields are operator valued tempered
ultra-hyperfunctions instead of operator valued tempered (Schwartz) distributions. The
physically important aspect of this theory is that for the first time in a mathematical
rigorous way, the fundamental length is realized on the level of the fields, not on the
level of the geometry of the space-time on which these fields are defined. This allows to
rely on the established concepts and theories of Physics based on a standard space-time.
The fundamental length is introduced through the use of a class of generalized functions
(tempered ultrahyperfunctions) which distinguish events in space-time only when they are
separated by more than a certain length, the fundamental length ¢. Certainly, up to now there
is now no? physical evidence that this is the appropriate way of defining the fundamental
length.

Concerning problem (B) we recall that nobody knows to solve Heisenberg’s fundamental field
equation. However there is a simplification of this equation which is solvable in the sense of
classical field theory, namely the system of equations (: - : indicates the Wick product)

(0 -+ m2)(x) = 0
29(x)

., 0 .
(757 — M) w) = =229 gy (2
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for a Klein-Gordon field ¢ and a spinor field . It is this system of coupled equations which
we discuss in the framework of [Briining & Nagamachi (2004)], i.e., for a given Klein-Gordon
field ¢ we define an operator valued tempered ultrahyperfunction ¢ such that the pair
(¢, ¢) satisfies equation (1.2). This system has been studied first by [Okubo (1961)] as a
quantum field theory although this interaction is un-renormalizable in the usual sense of
perturbation theory, and Green’s functions are calculated. There are some interactions which
look un-renormalizable but actually are renormalizable if the use of perturbations is avoided
(see [Okubo (1954)]).

2. Overview
The basic idea to solve the system (1.2) is quite natural:
Take a Klein-Gordon field of mass m and suppose that we can show the following statements:

A) the Wick power series

P(X) 1124; Z lnl2n . - /n! @.1)
and .
p*(x) =: e PO = Y (i) P ()2 /!
n=0

are well-defined as operator-valued ultra-hyperfunctions.
B) p(x) satisfies
9

2 2 a
Do) = 2 B pgereer o By o)

C) the free Dirac field ¢ (x) is a multiplier for the field p and thus we can define the field
$(x) = p(x)po(x)- 23)

D) Show that the field ¢ defined in C) is indeed al relativistic quantum field with a
fundamental length.

E) Calculate

(75— ) w) = o) | (7# 335 = ) wolo)| + 9+ 2 (o

= 22 20 ey ) = 22 s D gy -

Thus, if A) — E) hold, the operator-valued ultra-hyperfunctions ¢(x), (x) satisfy the system
of equations (1.2).

Note that the above Wick power series do not converge in the sense tempered distributions.
They even do not converge in the sense Fourier hyperfunctions (see [Ito (1988); Nagamachi
(1981a;b)]). But as we show they converge in the sense of tempered ultra-hyperfunctions.

Remark 2.1.
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The definition of a relativistic quantum field with a fundamental length has been proposed in
[Briining & Nagamachi (2004)] and there the functional characterization has been derived for
the case of a scalar field. The functional characterization for a spinor field is given in [Briining
& Nagamachi (2008)].

Naturally the localization properties of a relativistic quantum field with a fundament length
£ > 0 are very different from those of a standard quantum field. According to their definition
these fields do not distinguish events in space-time which are separated by ¢’ < ¢ (see Remark
3.11).

According to these new localization properties the counter part of the “locality or causality
condition for standard fields” looks quite different. It is called “extended causality” and the
verification of this condition is the major difficulty in verifying that the fields p and ¥ as
introduced above are indeed relativistic quantum fields with a fundamental length.

Remark 2.2. The key to our approach is the use of tempered ultra-hyperfunctions (see
[Morimoto (1970; 1975a;b)]) and their localization properties (see [Nagamachi & Briining
(2003)]). This has first been suggested in [Briining & Nagamachi (2004)]. This class of
generalized functions is not too well known and therefore we will briefly explain what
tempered ultra-hyperfunctions are and that and how these localization properties arise.

3. Tempered ultra-hyperfunctions

For any subset A of R", denote by T(A) = R"” +iA C C" the tubular set with base A. For a
convex compact set K of R”, 7,(T(K)) is, by definition, the space of all continuous functions
f on T(K) which are holomorphic in the interior of T(K) and which satisfy

AT = sup{|2P f(2)|;z € T(K), |p| < j} < o0, j=0,1,.... (€AY

LA
1

where p = (py,...,pn) and 2P = 2" - . 28" Ty (T(K)) is a Fréchet space with the semi-norms

| FITK), 1f Ky C K, are two compact convex sets, we have the canonical mapping:

Ty (T(K2)) = To(T(K1))- (32)
For a convex open set O in R” we define

T(T(0)) = lim T;(T(K)), 63)
where K runs through the convex compact sets contained in O and the projective limit is taken
following the restriction mappings (3.2).
Definition 3.1. A tempered ultra-hyperfunction is by definition a continuous linear functional
on T(T(R")).
The Fourier transformation F is well defined on 7 (T(IR")) by the standard formula (3.8). In
order to determine the range of 7 on 7 (T(IR")) we introduce another function space.

The gauge functional kg of a compact convex set K C R” is defined by

hi(x) = sup{(x,¢); ¢ € K}. G4)
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For a convex compact set K of R”, denote by Hj,(R"; K) the space of all C* functions f on R"
which satisfy, for j = 0,1,.. .,

1]

Equipped with the system of semi-norms || f||x j, H,(R"; K) is a Fréchet space. If K; C K are
two compact convex sets, then hg, < hg, and thus one has the canonical mappings:

k,; = sup{exp (i (x))[DPf(x)[;x € R", [p] < j} < oo. (3.5)

Hy(IR"; Kz) — Hp(R"; Kyq). (3-6)

For a convex open set O C R" the space H(R";O) is the projective limit of the spaces
H,(R"; K) along the restriction mappings (3.6), i.e.,

H(R";0) = lim Hy(R";K), (37)

where K runs through the convex compact sets contained in O.

In order to relate the space H(IR";R") to the Schwartz space S(R") we derive a more direct
characterization of H(R";R"). Observe that for any convex compact set K C R” there is a
number k > 0 such that K C [—k, k]". For the sets K = [k, k]" the gauge function g is easily
determined:

n
hi(x) =sup{(x,{); E €K} =k} |xil,
i=1
and the system of continuous norms takes the form, using the notation |x| = Y ; |x;],

| fllx; = sup{exp (i () [DPF(x)]; |p| < j, x € R")
= sup{|DP £(x)]; [pl < j, x € R}

Thus, the space H(IR";R") can be defined as the projective limit of the spaces Hy(R";K)
along the restriction mappings (3.6), where K = [—k,k]|", 0 < k < co. Accordingly, the space
H(R";R") is the space of all C*-functions on R" which, together with all derivatives, decrease
faster than any (linear) exponential. An easy consequence is

Corollary 3.2. 1. The space H(R";R") is continuously embedded into the Schwartz space S(R™);

2. The elements of S(R™) are multipliers for the space H(R";R"), and for each ¢ € S(R") the map
f > gf is a continuous linear map of H(R"; R") into itself.

Proof: See [Hasumi (1961); Morimoto (1975b)]. O
The following theorem collects the basic facts about the spaces introduced above.

Theorem 3.3. For the spaces introduced above the following statements hold, for any convex compact
set K respectively convex open set O.

1. The space of D(IR") all C* functions with compact support is dense in H(R"; O).
2. The space H(R";R") is dense in H(R"; O) and in H(R"; K).
3. H(R™;R™) @ H(R";R") is dense in H(R™T"; R"™ ™),

Proof: For the proof of the first two items we refer to [Hasumi (1961); Morimoto (1975b)]. The proof the
last item can be found in [Briining & Nagamachi (2004)]. O
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Proposition 3.4. The Fourier transformation f + f = Ff,

fp) = @m) /2 [ fl2)e Pz (38)

is a topological isomorphism between the spaces T (T(O)) and H(R";0), for any open convex
nonempty set O C R™. The inverse transformation is
fz) = Ff = @m) 2 [ (e ir2ap. (39)

Proof: See [Hasumi (1961); Morimoto (1975b)]. m]

Proposition 3.5. Let O C R" be a nonempty convex open subset. Then the spaces H(R"; O) and
T (T(O)) are nuclear Fréchet spaces and thus, in particular, reflexive.

Proof: In the case of O = R" Hasumi [Hasumi (1961)] proved this result, and his proof is valid in the
general case. A sketch of the proof for H(IR"; O) is provided in [Briining & Nagamachi (2004)]. O

Theorem 3.6 (Corollary of Theorem 34.1 of [Treves (1967)]). Let E be a Fréchet space, E1 a
metrizable space, G a locally convex space. Then a separately continuous bilinear map of E X E;
into G is continuous.

Theorem 3.7 (Kernel theorem for ultra-hyperfunctions). Let M be a separately continuous
multi-linear map of [T (T(R*))]" into a Banach space G. Then there is a unique continuous linear
map F of T (T(R*")) into G such that, for all f; € T(T(R*)),i=1,...,n,

M(f,-.o fn) =F(L® @ fu).

Proof: The proof is quite involved and lengthy. Details are again given in [Briining & Nagamachi (2004)].
(]

For an open set V in R” and a positive number € introduce the set V¢ defined by
Ve={zeC"3xeV,|[Rez—x| <e¢ |Imz|g < e},

where |y|g is a norm of R" satisfying |y|g > [y| for the Euclidean norm |y|. Let K} be the
closure of V¢/(1+1/p) in C" and L, = {w € C";|Imw| < p}. Denote U = V¢ x C" and
M, = K, x Ly. Ty(My) is, by definition, the space of all continuous functions f on My which
are holomorphic in the interior of M, and satisfy, fork = 1,2,.. .,

LFIM = sup{lziw! f(z,w)]; (2, w) € My, Is| + [#] < k} < oo;

Ty (Mp) is a Fréchet space with the seminorms || f || Mook,

If k < m, then we have the canonical mappings:

To(Mm) — Tp(My). (3.10)
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We define
T(U) = lim 7y(Mm), (3.11)

where the projective limit is taken following the restriction mappings (3.10).

Theorem 3.8. 7 (T(R"™™)) is dense in T (U).

Proof: The proof is similar to the proofs of Proposition 2.4 of [Nishimura & Nagamachi (1990)] and
Proposition 9.1.2 of [Hormander (1983)]. For more details we refer to the appendix of [Briining &
Nagamachi (2004)]. m]

Theorem 3.9. Let V be a closed convex cone and K a convex compact set in R". Define a function
hk v (€), & € R", and a set V3 as follows (see Equation (3.4) for the definition of hy):

hgyv(8) = SughK(x) —(x,€), and VQ={¢€R"hgy() < oo}.
xe

Then for every u € H(R"; O) with support in the cone V there is a function

() = (el 8)y (3.12)

with the following properties: fi is well defined and holomorphic in the interior of R" x iV{ and satisfies
there the following estimate, for a suitable K C O.

1n(0)] < C(1+Z]) exp(hk,y (ImQ)). (3.13)

fi is called the Laplace transform of the tempered ultra-hyperfunction u.

Proof: See [Briining & Nagamachi (2004)]. m)

Remark 3.10. Let |x|oo = max{|x°|,|z|} be a norm in R* and V; the closed forward light-cone
in R*. Abbreviate V = VI and for ¢; > 0 introduce hig(x) = ¥ ; £;]x;|co. Then we estimate

hiv(§) = sup ) (Lilxileo — (xi,81)) < ) sup (€i]xiloo — (xi,i))-
xieVyi=1 i=1x;eVy

Let V. be the open forward light-cone. It follows

sup —(x,17) < o0
xev,

foryy € Vy. Let & = 1; + (¢;,0) € Vi + (4;,0). Since | x| = x¥ in V., we find

sup (£i]xileo — (x;, &) = sup (€ix) — (x;, ;) — 204;) = sup —(x;, ;) < 0.
X,‘EV+ X,‘EV+ X,‘EV+
Thus the set
V+(€1/ .. '167’1) = {(glw . ~/gl’l) € ]R4n;¢i € V+ + (&,0)} (314)

is contained in Vlg.
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The reason why we use tempered ultra-hyperfunctions for the formulation of relativistic
quantum field theory with a fundamental length is illustrated in the following remark.

Remark 3.11. If f(z) is a holomorphic function in the strip [Im z| < ¢ around the real axis, then,
for |a] < ¢, we have

0o n

(E 5@, s = 3 S0 =0 -0 = pran ), 619

n=0 n

that is, as an equation for functionals defined on the function space 7 (T(—¢,¢)) whose
elements are holomorphic functions in T(—¢,¢) = R+ i(—£,¢) C C, the identity

[ee]
)y
n=0

‘ AN

500 (x) = 5(x + )

N

N gﬁ(") (x) with su

n=0 711 pport {0}
converges (weakly, in the dual space of T(T(—¥¢,¢))) to the generalized function d(x + a)
with support {—a}, as N — co. However, if [a| > ¢, then this sequence does not converge
in T(T(—¢,¢)). This phenomenon can be understood as follows. If |a] < £, then elements
in T(T(—¢,¢))" do not distinguish between the points {0} and {—a} , but if |a| > ¢ then
elements in 7 (T(—¢,¢))" can distinguish between the points {0} and {—a}. Since |a] < ¢ is
arbitrary, one can say that elements in 7 (T(—¢, ¢))" do not distinguish between points which
are separated by less than /.

Remark 3.12. Let U = (—4,¢) +i(—¢,£). Then the functional (3.15) is considered to be
a functional on 7 (U) (the space of holomorphic functions on U), i.e., it is continuously
extendable to 7(U). If a functional y on 7(T(R)) is continuously extendable to 7 (U),
one says that a carrier of u is contained in U. The notion of carrier for tempered
ultra-hyperfunctions is the counterpart of the notion of support for distributions. We can
recognize the similarity of these notions: If a distribution ¥ € &’(R) is continuously
extendable to £(U) for some open set U C R, then we know that the support of j is contained
in U.

holds, i.e., the sequence of generalized functions Sy = Z

4. Relativistic quantum fields with a fundamental length and their functional
characterization

4.1 Wightman’s Axioms for relativistic quantum fields with a fundamental length

In Wightman’s scheme, the concept of a relativistic quantum field q)(") of type « plays a
fundamental role. Such a field, for example a scalar, tensor or spinor field, has a finite number

of Lorentz components <p](.K) G=1,...,1¢).

The field components ¢]§K) (x) are operator-valued tempered ultra-hyperfunctions, i.e., for f €
T(T(RY)),
o7 (1) = [ o (0f(x)dx

are densely defined linear operators in a complex Hilbert space H. They are not assumed to
be bounded.
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Here we state Wightman’s axioms for the ultra-hyperfunction quantum field theory [Briining
& Nagamachi (2008)]. For the neutral scalar fields, these axioms are the axioms listed in
[Briining & Nagamachi (2004)].

W.I Relativistic invariance and state space: There is a complex Hilbert space H with
positive metric in which a unitary representation U (a, A) of the Poinaré spinor group P acts.
(a,A) — U(a, A) is weakly continuous.

W.IL Spectral property: The spectrum X. of the energy-momentum operator P which generates
the translations in this representation, i.e., glaP = U(a, 1), is contained in the closed forward
light cone

Vi={p=0"....p°) eRYp" > |p|}.

WIL Existence and uniqueness of the vacuum: In X there exists unit vector @ (called
the vacuum vector) which is unique up to a phase factor and which is invariant under all
space-time translations U(a, 1), a € R*.

W.IV. Fields as operator-valued tempered ultra-hyperfunctions: The components qb;K) of

the quantum field ¢(¥) are operator-valued generalized functions ¢;K>(x) over the space
T (T(R*)) with common dense domain D; i.e., forall ¥ € D and all ® € H,
T(T(RY) > f = (®,9" (/)¥) € C

is a tempered ultra-hyperfunction. It is supposed that the vacuum vector @ is contained in
D and that D is invariant under the action of the operators cp]m (f) and U(a, A), ie.,

9" (f)D € D, U(a, A)D C D.
Moreover it is assumed that there exist indices &, 7 such that 4)]@ (f) C ([J;K) (f)* where *

indicates the Hilbert space adjoint of the operator in question.

W.V. Poincaré-covariance of the fields: According to the type of the field, there is a finite
dimensional real or complex matrix representation V) (A) of SL(2,C) such that

U(a, A (x)U(a, A) 1 = LV (A D)9 (A(A)x +a),
14

ie., forany f € 7(T(R*)) and ¥ € D,
Ua, A)p (Fua, 4)7F = LV (A4 (fa )Y,
L
where f(, 4)(x) = f(A(A)"!(x —a)). We have V) (=1) = £1. If VI (=1) = 1, then the
field is called a tensor field. If V(¥)(—1) = —1, then the field is called a spinor field.

W.VI. Extended causality or extended local commutativity: Any two field components
4)}’() (x) and (pl(K )(y) either commute or anti-commute if the space-like distance between x
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and y is greater than ¢: In some Lorentz frame! , for any # > ¢ and arbitrary elements ®, ¥ in
D,

a) the functionals
T(T(RY) @ T(T(RY) 5 fog — (917 ()" ()¥)
and

T(T(RY) @ T(T(RY) 5 fo g — (@9 ()01 (/)¥)

can be extended continuously to 7 (T(L")), where

T(LY) = {(z1,22) € C*% [Imz; — Imz,|; < ¢},

with [y|; = |y°] + 1/L2_; (v')2, and moreover,

b) the carrier of the functional

feg— (@) e) (9)=¥)
on T(T(R*)) ® T(T(R*)) is contained in the set
W = {(z1,22) € C*%21 — 2 € V'),

where

Vi={zeC%3IxeV,|Rez— x| < { [Imz|; < {}
with [y| = /X3, (/)2 is a complex neighborhood of light cone V, i.e., this functional can be
extended continuously to T(WY).

W.VIL Cyclicity of the vacuum: The set D of finite linear combinations of vectors of the form

(P](Kl)(fl) . -(P](:”>(fn)q>0/ f] c T(T(]R4)) (n =0,1,.. )

is dense in H.

Remark 4.1. Condition a) of axiom W.VI expresses the fact that if the distance between x and
y is greater than ¢ then x and y are distinguishable (see Remark 3.11). Condition b) of axiom
W.VI corresponds to the locality condition of ordinary quantum field theory (see Remark 3.12).

4.2 Main properties of the system of vacuum expectation values

A vector-valued generalized function o) (f) is defined as follows: First, for g(xq,...,x,) =

W
i)+ falxa), f; € T(T(RY)), define @415 (g) by:

o) (g) = ol (F1) - 0 () -+~ o) (fu) o

! In [Nagamachi & Briining (2010)] it is shown that the fundamental length does actually not dependent
on the Lorentz frame.
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This mapping is naturally extended to 7 (T(IR*))®" by linearity. Then, by the same argument

(r1.5n)

as Proposition 4.1 of [Briining & Nagamachi (2004)]Jand using Theorem 3.7, ®;, """ (g) is
extended to a continuous mapping

T(T(R™)) 5 f — S (f) € H.
The Wightman (generalized) function W;le'f‘” (f) is defined by
T(T(R™)) 5 f — Wil (F) = (@0, @50 () € €

With the definition of the Fourier transform ‘5;(4&”) of CDLE") by

we find

Ua, D (F) = Ula, 1)@ () = D) (f41)) = B ( fellCiamal)

n

According to the standard strategy we use this identity to determine support properties of the
Fourier transforms of the field operators. For i € T (T(R*)) calculate

@mH(P)BE () = [ h(a)U(a, Ve ()

= APRBE (pr, e, ) P14+ Pa) - F(Prsees )
Let x, be the linear mapping defined by
(1 rpn) = xn(Go, -+ Gn-1), Pk = Qe — ek =1, n = 1), pu = gua-

The inverse mapping x;, ! is:
Gk = Z pj (k=0,...,n—1).

Define Z g") by
2 (F o xn) = 827 (F).

Lty

Then (x) (x,)
(K, ~ z (K. ~ —
2;(8) = ® (goxn )

n
n n

In particular, for g, € H(R*"~1); R*"~1) and §; € H(R* R*) we find

R(P)ZY) (312 82)) = 2§ (- 31 © 82)) = §1(P) 2 (h @ ).

n
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These identities show that the vector-valued generalized function
HRYRY 5 31— 20 (310 82)) € M

has its support contained in the spectrum X of energy-momentum operator P (see Proposition
(Kn) b
y

4.5 of [Briining & Nagamachi (2004)]), moreover we can define a functional Wy*

(P& ()W (32) = (@0, 2 (319 22)),

Ln

and we have

(25 (31), 2 (2)) = QPR (@1 Gurn 1), 81 (G- 4082 @ Gmn-1))-

m+n

This identity implies that the support of W( ")(ql, ., @u—1) is contained in T"~! (see
Proposition 4.6 of [Briining & Nagamachi (2004)]) Moreover, the equality
(Z(2), 248 () = PR (@1, q20), 80,40 - 201))

—n —n EZV[

(Krz> (

shows that the support of ZP,* qos---,qn—1) is contained in X",

(x,

From this support property it follows that ZF >(g) exists for a much wider class of test
functions § than was originally considered. For example the function

g(q) = m) 29, Ty e Vi +45(1,0)

belongs to the class of test functions for sufficiently large ¢;. We investigate the region of
holomorphy of the following function

< (K2y1>(q1, . 15]2n—1)rg2’(6h' N ,qn)gg(EIn, ce ,q2‘rl—1)>
B <z;)4n (W) (g, .., qnn), ¢ AormiBial il s

= w*n (=Zn 1 =80+ C0s- s Cum1)-
Now recall the following proposition.

Proposition 4.2 (Proposition 4.7 of [Briining & Nagamachi (2004)]). There exist decreasing
functions R;;(r) defined for ¢ < r such that WP(,?") (¢1,---,Con—1) is holomorphic in

2n—1
U {¢ e C*®D;Img; € Vi + (¢, 0),Im{; € Vi + (Rij(£),0),£ < 0/, # i}.
i=1

This proposition shows that Z# (CO, ..,{n—1) is holomorphic in the domain Im{y € V4 +
(¢,0)/2and Im{j € Vi + (¢, 0 ) for sufficiently large ¢ fork =1,...,n
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Note that
(8 02 NP1, pn) = (2m) 2 END) = () 2N = (o) 2eler),

where z = x;,;'T¢ and { = xlz, that s,

lo=z1,0j=z1—z (j=1...,n=1), 21 =0p, zj = ZCk ,n).
Therefore we get

28 (G0, Gn1) = 25 (80) = B (g0 x ) = @fF (21, 2),

and

n n
o (f) = /QD(ﬁ")(xl Fily,... xn +z'k2 Ge1)f(x1 +ilo, .., X +ik2 Cp_1)dxy - - - dxn,
. -1 =1

where {y = {/2 + € for any € > 0.
Note that the Poincaré group acts on §7(q) as

-1

(a,4) - 2(0) = 5 (A(A) 1 q)ei = (277) ~21gilZi0 AA 0 i

—1

= (2m) " expi Z GiA(A)1e™ 0 = gn () (q) expiaqo.
j=

Then the formula of covariance

U(a, A)D - 1‘[ (AT (0 a)
ViV j=
implies the following simple formula of covariance in the domain of holomorphy of

<I>£, >(21, ...,Zy) in complex space:

U(a, A) D )(zl, )

-y H W/ YU (A(A)zy +a,..., A(A)zy +a). 1)

ViV j=1

4.3 Functional characterization of fundamental length quantum fields

The analysis of the previous sections has shown that the sequence of vacuum expectation
values of an ultra-hyperfunction quantum field theory has a number of specific properties. In
analogy to standard quantum field theory we single out a set of properties of these vacuum
expectation values which actually characterizes an ultra-hyperfunction quantum field theory
up to isomorphisms. For the use in Section 5 (and because of space restrictions), we state them
only in case of a scalar field.
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Properties of UHQFT functionals:
R1) Wy =1, W, € T(T(R*)) for n > 1, and W, (f*) = Wy(f), for all f € T(T(R*")) =
E(n), where f*(z1,...,2n) = f(Zn, ..., 21)-
(R2) For the Fourier transform W, € H(R**;R*")’ of W,,, there exists W,,_; €
H(R*=1); R4("=1)) such that
Wi o xu(o, -1 u—1) = (270)26(q0) Wo—1 (91, -, 1)
and supp W, _; C =" 1.
(R3) For a space-like vector a € R* and gn € E(n) introduce, for all A > 0,

Sua(x1, .. xn) = gu(x1 —Aa, ..., xy — Aa).

Then, for every f,, € E(m) and g, € E(n) as A — oo,
Wanen (fm @ &n,2) = Wan(fn) Wi (gn)-

(R4) For any finite set fo, f1,..., fy of test functions such that fy € C, f, € T(T(R*")) for
1 <n < N, one has

N
Y. Winin(fo ® fu) 2 0.

m,n=0

(R5) Wi(f) = Wa(fin)) forall (a,A) € P], all f € T(T(R*")),and all n = 1,2, ....
(R6) Foralln =2,3,...andalli =1,...,n — 1 denote

Lf = {x = (xl,‘.‘,xn) € ]R4n,' \x,- — xi+1|1 < f},
Wie = {(er- ..,Zn) S C4n,'Zi —Zjy1 € VK}.

Then, for any ¢/ > ¢,

(i) Wy € T(T(R*")) belongs to T (T(L{))" and

(ii) Wiy o ¢! belongs to T (W',

where

Wy oc!)(f) = Wa(ci'(f)),
() (xn,oxn) = flxr, oo, X X1, Xn) — F(X0, -0 Xig1, Xy, X))

The derivation of the properties (R1) - (R6) is found in [Briining & Nagamachi (2004)].
Theorem 4.3 (reconstruction theorem). To a given sequence (Wy)yew of tempered
ultra-hyperfunctions satisfying the conditions (R1) - (R6), there corresponds a neutral scalar field A(f)

which obeys all the axioms W.I - W.VII and has the given tempered ultra-hyperfunctions as vacuum
expectation values. The field A is unique up to isomorphisms.

Proof: The proof of the theorem is found in [Briining & Nagamachi (2004)].
O
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5.: exp (i/%¢(x)?) : as a fundamental length quantum field

We are going to construct models of relativistic quantum fields with a fundamental length by
constructing a sequence of n-point functionals which satisfies conditions (R1) — (R6) and then
applying the reconstruction theorem (Theorem 4.3). Our starting point are the well-known
results of Jaffe [Jaffe (1965)] on formal Wick power series of free fields. If we consider the
power series of a free field ¢

o (x) = i MORLICIARS G.1)

then we have the following theorem.

Theorem 5.1 (Theorem A.1 of [Jaffe (1965)]). As a formal power series

0 R
(@000 )by =y, AT 62)

Vij:0}1Si<jSVl

n n .
rij = tji, 1ii =0, Ry =} rij, A(R) = Ha}{]_)
=1 =1

Ri= [T (), 7= I ()" :3)

1<i<j<n 1<i<j<n
tij = (@0, @(x:)(x;)®0) = Diy”)(x; — x).

Therefore

0 agli)z

(@00 (x)p (y)®0) = Y “-Df (x = )",
n=0 :

D) () = ()2 [ fpeo(h)) e e w

(k-x =K% — k-, w(k) = VK> + m?).

If the coefficients {a,(f)} satisfy limn_>oo[|a,(f)|2 /n!]V/" = 0 then the series (5.1) defines a
hyperfunction quantum field (see [Nagamachi & Mugibayashi (1986)]).

Now we assume that for some o > 0

limsup[|a,(f) \Z/n!]l/” =o0. (5.4)
n—o0
For example, consider
o . 2n . =) I- 2n .
. L8p(x)? ntP(x)7: _ n(2n)!: Pp(x)7"
o(x) =:e : V;)g o ng:og e (5.5)

Then

2m)! 1/2n
o= tim [l P2 | =2 56)
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and

o "2
(@0 p(xp)@) = ¥ (520 ) Dl -

Since

afa+1) 24 +a(uc+1)~~(tx+n—l)xn+

(1—-x)"*=1+ax+ 51 o ey

and fora =1/2
a(w+1)---(a+n—-1) (2n)!1
n! 4l nl’
we get, in the sense of formal power series,

(@0, p(x)p(y)®o) = [1—4¢°DY ) (x — y)?] /% (5.7)

Now we investigate the convergence of this power series, in the sense of tempered
ultra-hyperfunctions. To this end consider the power series

& A(R)ZR
y % (.8)
rij=0;1<i<j<n :
in the variables z;; (1 <i < j < n), where ZR = [Ti<icj<n(zi)™. Let
[RII= ) 1 (5.9)

1<i<j<n

and t;;(1 <i < j < n) be positive constants. Suppose

R /IR
lim sup {M} <1

[Rf|—o0

R!

Then the fact that the series (5.8) converges if |z;j| < t;; (1 < i < j < n) follows from the
following theorem of Lemire.

Theorem 5.2. The associate convergence radii (rq, ..., 14) of a series ¥ ay,,. v,2," - - - 2" satisfy

limsup [|ay,,..u,|r" - Y b et) = g

Vit 4v,—00

The multinomial theorem implies

n t:f]l] " Rz
wel = (L
=13\ j=1

and according to equations (5.3) and (5.9) we know

n

Y R; =2|[R|, ]‘[]’[ rij)! = (R1)? Hl_[tr” (TR

i=1 i=1j=1 i=1j=1
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hence o
{IA(R)ITR}2 - L log, (T T |a(i>\zﬁ tij
- 2 - R; ..
R! (R!) i1 =1 (rz])!
and
ry 7 1/2IR] i ry 1 1/2IR]l
[A(R)TRT/“R B n |a(i)‘2 n tz’jl B n ag{)|2 H tz]/
- R; .. -
R! i=1 j=1 (rij)! i-1 | Ri! 2
02 R 2R 1R, Ri/2|R|
_ n |aRi| n t B n |aR |2 n t
= R;! Z if B R Z if
i=1 t j=1 i=1 j=1
Suppose that fi 11 < 1/0, and the other ¢;;’s are so small that
1
Z tij < —.
1<i<j<n v
This then implies
Ri/2|R
. , | a8 |2 VR [, IRl
hmsupH ' Z tij <1
|IR||—o0 i=1 Rj! =1

and the power series (5.8) is convergent for |z;| < t;;(1 < i < j < n). This shows the
convergence of the vacuum expectation value

(@, oM (x1) -+ p") () P0)

in the sense of tempered ultra-hyperfunctions.

Now we consider the case of m = 0 for simplicity. In this case the growth of the two-point
function of the free field is easier to estimate. In the case of m > 0, see Proposition 8.3. Recall
D{7(x) = lim (27) 2[(x0 —ie)? — 2?1,

e—+0
|(x0 —ie)? — 2?| = |x® — €% — 2iex?].
We claim that we can find € > 0 such that

|(2m) 2[(x° —ie)? — 2] 71 < 1/ = 1/(23)),

where we used the relation (5.6). For ¥2 < 0, |x2 —e2— 2iex0| > \xz - 62\ > |x2| + €2, and
for x2 > 0, [x? — € — 2ix% > |x? — €% — 2ieVx2| = x*> + €%, and (|x?| +€2)! < (27m)% /0 is
equivalent to €2 > ¢/ (27)? — |x?|. Choose a number ' > /o /(27r) and define

e(x) = y/max{r?2 — |x2|,0}. (5.10)
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For such a choice one has
|(271) 7 2[(x° —ie(x))? — 2?7t < 1/0.

Finally we fix the fundamental length for these models:
0= \o/(2m) = \/2ig]/(2r) = 1/(V2n), (5.11)

where we used the relation ¢ = il% for | > 0. It is easily seen that for any ¢ > ¢ there exist
€(x) such that

{(x° +ie(x),x", %%, x%);x e R} c V.
Therefore, for any ¢/ > ( there exists R > 0 such that (in formal but suggestive notation)
Wi—1(8) = Wa(z) = (Po,p(21) - - 0(2k)0(2k41) - - - 0(20) Po)
is a well-defined holomorphic function for
Im e = Im (241 — 2j) € V4 + (£,0,0,0)

and

This implies that 1V, satisfies the condition (i) of the axiom (R6). That is, the mapping

T(TR) > f > W(F) = [, Waer(©)g(@)dlo- - dzns

I T

is continuous and can be extended continuously to

T 2 f =W = [ Waa @O dGun,
i=0 i
where, with €(x) according to (5.10) and R sufficiently large,
T = {(x® +ie(x),x1, x2,2%); x € RY}, I;= {(x% 4+ iR, x, 2%, x%); x € R*}
and ¢(C) = f(o,Co+ C1,---,C0+ + -+ + {y—1)- Now consider the formula
[T )" = (tegega) ™ I1 ()"
1<i<j<n 1<i<j<n, ik, j#k+1

< IT @)= TT (k)™

1<i<k k+1<j<n

x IT i) TT (g p)v

1<i<k k+1<j<n

The transposition of x; and xj;1 causes the transposition of (tj 1)+ and (tj41x)™* in
the first line, and the transposition of the second line and the third line. If x; and x4 are
space-like separated, then ¢ 1 = t;1 r. The function

WE_1(2) = (Po,p(z1) -+ p(zk31)p(2k) - - p(20) Do)
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is also holomorphic in a domain defined by (5.12) and
—Im g, € V4 + (£,0,0,0).

Moreover, if i lies in R*\V?, the functions W,_1(Z) and WK (¢) are well-defined and
coincide. Thus we have

Wao)(F) = [, War@s(@dlo--dur— [ WE (OO0 e

LTl Ti

k
S, Wi @@ ot = [ W @@

where

T = {(x +ie(x), 2, 22, 23);x e R*E NV}
and we used the fact that W, _1({) and ijfl (¥) coincides for g € R*\V’. The above formula
shows that the functional W), o ¢} belongs to 7 (T(W/'))’ for any ¢’ > ¢ which shows condition
(ii) of axiom (R6). We can show that W, s satisfy the axioms (R1), (R3), (R4) and (R5) in a
similar way as [Briining & Nagamachi (2001)] where it is shown that if the coefficients {a,(f)}

satisfy limn_>oo[|a,<j) |2/n!]1/" = 0 then the series (5.1) define hyperfunction quantum fields.
There, a Wick polynomial pn(x) is introduced as a truncation of p(x),

N . 2n .

on(x) =) g"%~
n=0 :
Then the Wightman functions W) (x) = (®g, on(x1) - - - o (xn) Do) for pn(x) satisfy all the
standard Wightman axioms, and they converge weakly to Wy (x) = (®g, p(x1) - - - p(xn)Dg) as
N — o0 in the sense of tempered ultra-hyperfunctions. Thus they satisfy the above axioms.
The proof of the spectral condition (R2) is easier than in the case of hyperfunction quantum
field theory because WY () and W,_1(q) are distributions, and WY , () converge weakly
to W,_1(q) as N — o in the sense of distributions. Since the limit in the sense of distributions
preserves the support, (R2) is valid for p(x). Accordingly we formulate the main result of the
section.

Theorem 5.3 (Existence of fields with fundamental length). For a free field ¢ of mass m > 0 the
Wick power series (5.1) (or more specifically (5.5)) define ultra-hyperfunction quantum fields with a
fundamental length ¢ given by equations (5.4) and (5.11).

Remark 5.4. We explained this only in the case of m = 0, but the above theorem is valid for
m > 0. For details we have to refer to [Briining & Nagamachi (2008)].

For the explicit form of (®g, oM (x1) - - - o™ (x,,)®y), we have the following proposition.

Proposition 5.5. Abbreviate
o) (x;) = e Tl (x)* .

with rj = £1. Then the vacuum expectation values of these fields are given by

(@0, 0 (x1) - o (x)®g) = (det A)"1/2, (5.13)
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where A is the n x n symmetric matrix whose entries a; are given by
a]‘,k = ak,]‘ = 2hr]hrk12D,(ﬂ_>(x]‘ — Xk)
for hay = /4 j < kand aj; =1

Proof. The proof is given in [Briining & Nagamachi (2008)].

6. Proof of equation 2.2

In order to prove statement B) we need some further properties of Wick products. Thus we
begin by recalling some basic facts about Wick products of free fields which are then used to
derive this statement.

Let H be the Hilbert space defined by
H = EB OHn

Here, H; is the set of symmetric square-integrable functions on the direct product of the
momentum space hyperboloids

Z=m? 8>0k=1,...,n (6.1)

n
with respect to the Lorentz invariant measure H A0y, (Ex), given by
k=1
dgldg?dg®
A0 (@) = e K
Zi:l (Ck)z + m?

In the fundamental paper [Wightman & Garding (1964)], we find the following quite general
formula (3.44) for the definition of Wick products of a free field ¢ of mass m as operators in #:
For f € S(R*) and ® € H one has:

(: D""gD*" - D¢ (F)@) (G, ..., En) (3.44)

1/2 I —142)) 1/2
_ 2732(171) ]ZE){ n = j)! ] / / (H A, (g >
Y G0 PP (i) i i)

1<ki<ky<.. <k[ ]<n

j ) . .
lgk; - (Z?’]r Z(:kr>)q)(nl+2]>(}11,...,ﬂj,gl,...,gkl,...,gkl],...,Cn),
1
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1
where in the summation Z, only those terms are to be retained for which n — I +2j > 0,

j=0

and the sum Z is over all permutation P of the variables 71, ...,7;, (=Chy)seves (—CkH). We
P

reconsider this formula in the sense of operator-valued ultra-hyperfunctions. Let || = 1 and

|¢x(1)| = |¢x(2)\ =...= \am\ = 0. Then we have from (3.44)

1/2 I T(n— n111/2 ]
(¢l (=DPAY®) (..., E) = 7; (= Y {( I +2j) } / (Hdﬂm(ﬂk)>

(2m)2-1) =

/
x (1) Zl’((im ZJ )ﬁ (iﬂr—ljék,))X

1<ki<ko<...<kj_ l<l’l P

Xq><n_l+2j) (771/---/77]'161/ . gkl ék[ —j’ "'/gﬂ)'
s

- (271)12/(71) Jg {(i’l;jrz]')!}l/Z/..-/ (ll[dgm(nk))

k=1

j I—j
AT TP (zam)ﬂf (zl > gk,))

1<k; <kz<~--<k},]‘§n P

w n=1+2)) (171"'"77]"61""/ékl""/ék]—j" s Cn)e

ZP i) IZ (—Ck,)

for any i and r. This implies for || =1,

L () =P ((=8)")

Observe that

and therefore

g (foEe) 1 (f-5e)) -5 (et (£ o)

On the other hand, we also have from (3.44), for [¢(V)| = 1,and [a®®| = ... = [a{)| =0

(D)1 (/@) (&, ..., En)
/2 LT (n—142j)! 1/2
~ 2n)20D ]Zé{ ! } / /(Hm”’ T )

2o (- B

1<ki<kp<...<k;_j<n P
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x ®2) (3, i1 ke ,ka,. o Cn).
This shows that
(9" (=D &)W =1(: (D 9)g! 1 : (o)™, 6.2)
that is,
D*" () =1 (D" p(a))p(x) 1 6.3)
Let Dy be the set generated by the vectors of the form

W (1) oM™ (fu)@o, fx € T(T(RY)),

where p®) (x) is one of ¢(x), p(x) and p*(x), and ® € Dy. Then it follows from the weak
conveargence of

p(—D““’f)q> —. g . (—D"‘(1>f)q> 2l (_Da(l)f)q)

1
™
&
<

which we have seen in the previous section that the above series is also strongly convergent,
and by (6.2)

1% (-D" o =1: (D" p)g 1 (f)o.

This shows that
00 (:.\] 0 -\
» UL g o o=y o (0 )0 ()
1=0 I 1=1 (lil)!
(ig)l all
o (0 9)g9” - (f)@
We write the last expression as
= 2(ig) 4>Z 8V g2 (0 = 2ig (D" p)gp: ()0
That is, the formal expression (which is difficult to give a direct meaning)
o . (e 8P N . — 90 - (DAY OO(IL)I.ZI .
2ig : (D" (x))p(x) (: 571 2) - @ = 2ig : (D" p(x))p(x) )~ : % (x) = @
=0
should be understood to be
) X ) 1 io)!
- 2ig: (0 )00 B0 0 = 222 (0 00) (B g2
1=0 =1 :

Then by (6.3), the above expression equals

Z (lg) DIX 4)21( ) ®,

=1 I
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and this is equal to

0 (i)l
m i m
D"y (ig) ﬁ) 2 (x) 1 @ = DY p(x) @
=1 =
in the sense of generalized functions. In the above understanding, we have

D" p(x)® = 2ig : (D"

that is, if the Wick product

P(x))p(x)p(x) : D, (6.4)

(1)
1 (DY ¢(x))g(x)p(x) :
is defined by the Wick power series

Y
L2ig: (0" p()oto) L)
then (6.4) holds and (2.2) follows.

7. Multiplier

As stated at the end of Section 5, {H, @, U(a, A), p(x),p(x),p*(x)} satisfies the axioms of
UHFQFT (= ultrahyperfunction quantum field theory). Let p(" (x) = p(x) and p(®)(x) =
p*(x). Then, as we learned in Section 4.2, the vector-valued function p*)(z;) - - - p*) (z,,)®y
is holomorphic in

{(z1,...,20) € C*;Imz; € V{ + (£/2,0),Im (zjt1—zj) € V4 + ({j,0)}

forsome ¢; > ¢ >0(j =1,...,n — 1), where oM (x) is one of () (x), o) (x) and ¢(x). Let
1,082 (x) = o u(x) and 1,0(()'2 (x) = oz (x) be free Dirac fields of mass M. Then the system

(K, %o, V(a, A), 3 (x), 9 (1)}

satisfies the axioms of standard quantum field theory in terms of tempered distributions (and
consequently, that of UHFQFT), and therefore 1/1(());3 (z1)--- tp(g);’;) (zn)¥ is holomorphic in

{(21,...,Zn) S C4”;Im21 e Vi, Im (Z] *Zj,l) S V+},

where A = x, f = aor A = &, p = &. Therefore, p(z)® for & = p()‘z)(fz) - ~p()‘")(f,,)<b0,
fi € T (T(R*)) is holomorphic in

{ze CHImz e Vi + (£/2,0)}

and g4, (2)¥ for ¥ = lp(()f\ﬁzz) (g2) - 1/1((],);3"”) (gn)¥0, 8 €S (R*) is holomorphic there too.
The composite system

{HRK, &9 @Y, U(a,A) @ V(a,A),Pp(x) ® I, p(x) ® I,
P (%) ® I, Ity @ Yo, (y), It @ Poa(y)}
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is the tensor product of two systems and thus satisfies all the axioms of UHFQFT. Although
the tensor product is well-defined, the pointwise product is not necessarily well-defined for
generalized (vector-valued) functions. In the category of distributions, the following theorem
is well-known:

Theorem 7.1 (Theorem 8.2.10 of [Hormander (1983)]). If u,v € D’'(X) then the product uv can
be defined as the pullback of the tensor product u @ v by the diagonal map 6 : X — X x X unless
(x,&) € WF(u) and (x, =) € WF(v).

In our case, the condition that p(z)® and g, (z)'¥ have the common domain of holomorphy,

{ze CHImz e Vi + (£/2,0)},

which corresponds to the condition of the wave front sets WF(u) and WF(v) of distributions,
implies that the product (pig ) (f) is well-defined by the formula

(Y0 ()@@Y) = [ @)@ pou()¥dz, Ty = (z € Chz = x+i(N,0)}

for suitable N > 0. Thus the field yg(x) is a multiplier of the field p(x). Similarly one can
show that %1{)0,,,( is a multiplier for p(x) and then we calculate

(52 PP D (P DY = (o) (~ 55 NPDY = [ (=52 FDp(E0 @ Yo (2)

— [ @R a2 + 3500 () ¥z

= (oo t0a) ()P D + (2P )0) ()@ & ¥.
This gives

(P P0a ()@ D) = plx) 5200 ()@ ©F + (50 (0) Yoa ()OO ¥.

Let ¢(x) = p(x)gpo(x) and P(x) = p*(x)Po(x). We can easily see that the fields
P(x),P(x), ¢(x) satisfy the axioms of UHFQFT except for the condition of extended causality,
which is proven in the next section. In fact, W.I - W.V follow from those of the systems
{H,®0,U(a,A),p(x), p(x), 0" (x)} and {K, ¥o, V(a, A), 1) (x), 9" (x)} (For W.V the relation
(4.1) is used). For W.VI, we have only to restrict the Hilbert space H ® K to the subspace
generated by

P (F) 9 ()0 @ Yo, fj € T(T(RY) (1=0,1,...),

w(x) = (p(x ) Iic) - (I @ Yo.a(x)) = p(x) @ Pou(x) or da(x) = (0*(x) ©

wherecp( (x)is ¢
Po,a(x )) “(x) ® Poa(x) or p(x) @ I

Ig) - (IH®
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8. Fundamental length quantum fields

In this section we are going to prove the condition of extended causality (the axiom W.VI).
In a first step we prove that Axiom W.VI is equivalent to a condition R6 for the Wightman
functionals. Then we proceed to verify condition R6.

Proposition 8.1. Assuming the validity of the other axioms, the axiom of extended causality WVI is
equivalent to the following condition

R6 Foralln=2,3,...andalli=1,...,n—1denote
Llé = {x = (xl,...,x,,) € IR4”;\x,- —x,-+1|1 < 6},

Wi ={x=(z1,...,20) € C¥;2; — 21,4 € V'},
Vi={zeC%3IxeV,|[Rez— x| < {,|Imz|; < {}. 8.1)
Then, for any ¢' > ¢,
a) the functional
T(T(RY)) 5 f = Wik (f) e €
is extended continuously to T(T(Lfl)), and
b) the functional on T (T (R*"))

(K1 KK 412K (K1 Kj 1K g oK)
= Wi il 5 () + Wy ™ () € €
is extended continuously to T(Wf’),

Proof. Since the spinor/tensor indices do not play a role in this statement the proof given
in [Briining & Nagamachi (2004)] for the scalar case applies (see Propositions 4.3, 4.4 and
Theorem 5.1 of [Briining & Nagamachi (2004)]). O

Proposition 8.2. The Wightman functions Wy as given in [Nagamachi & Briining (2008)] or in
formula (8.6) below satisfy condition Re6.

Proof. The determinant det A of (5.13) can be expressed as
detA =1+ Py(ajx) (8.2)

where Py (a; ;) is the sum of homogeneous polynomials of degrees m = 2, - - -, n in the entries
ajk, 1 < j <k < nwith integer coefficients.

Introduce
Quj(aix) = Y sgn (i, k, ..., 1)ayjaz) -y, (83)
(i) (1,2, )
(i) 2 (L2t L oot
and denote by o(j + 1,j) the permutation (1,...,j —1,j,j+1,...,n) — (1,...,j—1,j+
1,j,...,n). Then we have
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Pu(aix) = sgn(o(G+1,7))ar1022 - - - 8j-1,j-18),j410j41,8j41,j+1 -~ Ann
+ Qujaig) = —a7 1 + Qujlaix) = +4/2D; (zj — 2j11)* + Qn j(aig)-

Hence we can rewrite (8.2) as

detA=1+ Pn(ai,k) =1+ 414D7(,7)(Z] — Zj+1)2 —+ Qn/]-(ai,k).

It is clear from (8.2), (8.3) and the details provided about the polynomial P, that each term of
(-)

Qu,j(a;) contains products of 2-points functions D;, * at arguments different from z; — z; 4.

Assume

W =y} > €=1/(vV2n). (8.4)

Then we have |4l4D,(n_> (zj— Zj+1)2| < 1by the estimate
|D,(ﬂ_>(x0 —ie,x)| < (27me)~% forall x € R, (8.5)

If we choose the arguments yg — Y (i < k) in these 2-points functions sufficiently large,
Qu,j(a;x) becomes very small; and for these points z; the determinant (det A(z))~1/2
is holomorphic and the function (detA(z))~!/ 21/\)6,“(21,...,2”) defines a functional in
T(T(Lf’))’ for any ¢/ > ¢ by the formula

W)= [, | (detA@) W (e, zn)f (2)d (56)
=171
forall f € T(T(Lf/)), where I'; = R* + i(y?,O, 0,0) and

Woa(z1,- e rzn) = (Fo, 950 (21) - 92 (20)¥o)

is the Wightman function of free Dirac field. In fact, for ¢ > ¢, we choose ¢’ > y? e y? >/

and the other y? — /9 sufficiently large so that (det A(z))~V?is abounded function of x. Then
the corresponding integration path H;l:l ['; of (8.6) is contained in

T(L][/) = {Z =x+ l]/ € C4n,' ‘y] —]/j+1|1 < f/},
where |y[; = |y°] + |y|. We conclude that the functional defined by
(det A(z))~Y2Wj (21, - .., zn)

satisfies condition a) of R6.

The transposition of z; and z;, 1 causes the change of a;; 1 = a;,1:

Dr(rf)(zj —zj41) = D;(117)(Zj+1 —zj)
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and for an index k with j < k # j 4+ 1 the change
G = ag; = Dy (27— zi) = Dl (241 — 2K) = aja1) = G jins

Ajp1k = pjr1 = D£n7>(zj+l —zr) = Dr(rf)(zj —Z) = ajk = A,
results while for an index k with j > k # j 4 1 the change is

ajx = ayj = DY (2 — zj) — DY (2 — Zj11) = 4jy1k = Aji1s

Aj1k = Ak jp1 = DYy (% —zjy1) = DY (2 — zj) = ajx = a,.

We consider the matrix B = (b; ;) obtained from A by the change of j-th and (j + 1)-th rows
and j-th and (j 4 1)-th columns. Then we have det A = det B. Next we consider the matrix
C = (cjx) obtained from B by changing only bj ;11 = bjy1; = ajj41 = aj1j, ie, ¢jjp1 =
Cip1j = D(_)(ZjH —zj). If xj and xj, are space—like separated, then D,(n_>(x]- —Xj1) is
analytic (space-like points x are Jost points of D ( )) and D( )(xj —Xj1) = D,(,,_) (xj41 —
xj). Therefore for space-like separated x;, x; 1 (y]. y]. +1 = 0) and the other yg — Y sufficiently
large, we have det A = detC. Note that nglx (z1,...,2n) is also expressed by the sum of
the products of the two-point functions of the free Dirac field as in the scalar case, and for
space-like separated xj, x;1 (y? - y]Q 11 = 0) and the other yg - y? positive, one has

W6,a(21,. . .,xj,x]'+1,. . .,Zn) = —W6,a(zl,. . .,xH_l,x]-,. . .,Zn).

In order to proceed, we need some estimate for DE,;) (xj — xj31)-

Proposition 8.3 (Corollary 2.4 of [Briining & Nagamachi (2008)]). Denote by dist (x, V) the
distance between x and the closed light cone V, and for £ >0,
V, = {x € R%;dist (x, V) < £}.

Define e;(x) by e;(x) = £ if dist(x,V) < £//2, e;(x) = /202 —2dist (x, V)2 if £//2 <
dist (x, V) < Land e;(x) = 0 if dist (x, V) > ¢. Then 0 g eg( ) < Cand suppes(x) C Vy. Let
0 =1/(\/27) and assume ml < 2. Then, if £" > {, the estimate

212|D (x —lep//( ) a:)| <1

holds.

Forany (' > {,we choose < (" < {'. Lete(x) = ey (x) and aj; 1 = D,([)(xj —Xjy1 +Hie(xj—
xjy1)) and for other a;, vy —y? sufficiently large. Then (det A(x))~1/2 and (detC(x))~1/2
are well-defined continuous functions of x and (det A(x))~/2 = (detC(x))~1/2if Xj—Xj41 €
R*\V’". Denote

Wi(z1,...,2zn) = (detA(z))’lﬂworlu(zl,. i Zn)
and .

Wil(z) = Whi(Z),7 = (211 Zj410 Zjs -1 Zn),s
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= (rl,...,rj+1,rj,...,n ), 0 = (ocl,...,aj_,_l,aj,...,ocn).

Then, by deforming the path I'; x I'; 1 in Eq. (8.6) into G; 1, we can write

WilH+ W) = [

Wi f )z + [ W (2)f(2)dz,
Gip Mg i Gjr1, T Tigjea Ti :

where y}) = y? 1 and
Gjj1= {(xE.J + iy? —ie(xj — xjy1),xj, X?+1 + iy?H,:cHl); (xj,xj41) € R>4},
Gir1y = L) +iy) @, xdy + iyl g —ie(xjn — %)), @j01); (%), %41) € R,
Since W (z) + WY (z) = 0 for xj—xj11 € RNV,

Wil + W) = [

o )
Gjjer Iz T

Wia)f @+ [, Wil (2)f(2)dz,
¢ Gl Thisjjn Ts

where

, ) , . 24 ~ 0
G]e,j+1 = {(x;J + zy§~J —ie(xj — xj1), ), X?H + ly?+1/58j+1)} (xj,x41) ERTENVTY,

" . . . . 24 A
Gl = {0 +iy), @y 0y +iy)yy —ie(xjyn —xp),@j40); (%), %141) € R*H NV

. ! ! ! .
Since Gf,j+1 [TizjjraTis GfH,j [TizjjaTi © Wjé , this shows that

T(W) 3 f = Wilf) + Wi (f) e C
is continuous and satisfies the condition b) of R6. O

Remark 8.4. In our previous paper [Briining & Nagamachi (2004)], we defined a complex
neighbourhood V¥ by

V' = {zeC%3x € V;|Rez — x| + [Imz|; < ¢'}. 8.7)

But we found that to treat the present model, the neighbourhood (8.1) is convenient, and by
this change of the ¢’-neighbourhood of V, our theory [Briining & Nagamachi (2004)] is not
affected.

9. Conclusion

In the space of operator-valued tempered ultrahyperfunctions we have solved Heisenberg’s
linearized equation (1.2). This equation contains a parameter [ which has the dimension of a
length and it has been found that this parameter [ is proportional to the fundamental length
£ of our recently developed relativistic quantum field theory with a fundamental length. We
found (see (5.11), (8.4) and Proposition 8.3)

t=1/(V2n).
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The use of tempered ultrahyperfunctions was unavoidable, at least in our solution strategy.
In this sense we conclude that Heisenberg’s linearized equation only has a solution in
the framework of relativistic quantum field theory with a fundamental length, not in the
framework of ordinary relativistic quantum field theory.
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1. Introduction

Since calculations in a quantized theory are often plagued by divergencies , we have to
impose a regularization scheme in order to eliminate the singularity from ill-field functions
such as the infrared-divergence problem in quantum electrodynamics[1,2]. Among these
divergence phenomena, a type of divergence appears in product of quantum operators
taken at the same time. The product of the local operators is often singular, which can
destroy symmetries of conservation currents and classical equations of motions. For
instance, in derivation of the conservation equation for the axial vector current, the
differential equation of motion for fermion fields can not be used to reduce fermion-photon
vertex in quantum electrodynamics in the most straightforward way[3]. Through standard
perturbative treatments of singularity in the operator product of fermion current, a closer
look at the manipulations reveals some subtleties. These unavoidable divergences reflect the
feature that the symmetry of the classical theory may be ruined in quantum theory by
quantum anomaly. Usually, we deal with the divergence of the anomaly by examining the
“triangle graph”, which consist of an internal fermion loop connected to two vector fields
and to one axial vector field. These triangle graphs give rise to anomaly in orders of
perturbation theory, which arise from momentum-space integrals. In consequence, the
anomaly is affected by interactions of gauge bosons attached to the fermion loop[4,5].

From the path-integral viewpoint, the anomaly term associated with the axial-vector
current can be understood in the path-integral formulation of quantum gauge theory as a
consequence of the fact that the functional measure is not invariant with respect to the
relevant local group transformations on the fields[6]. The chiral anomaly responds to local
group transformations but vanishes for a class of space-independent transformations. One
discovers that the anomaly has a topological character given by the index of a Dirac
operator in a gauge background[1]. The mathematical explanation of such a anomaly is
directly related to Atiyah-Singer index theorem. The theorem relates the number of
chirality zero modes of Dirac operator to the topological charge of the gauge field.
Furthermore, a number of papers have addressed the relationships among chiral
anomalies,the geometry of the space of vector potentials and families of Dirac
operators[7,8,9]. The authors showed that the first characteristic class of the index bundle
for the Dirac operator is related to anomalies. In particular, in the gravitation case,the
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Abelian and non-Abelian chiral anomalies in 2n dimensional spacetime is determined by
a variation of gauged effective action in differential geometric form which satisfies the
Wess-Zumino consistency condition. Obviously, the use of the family’s index theorem in
the study of gravitational anomalies has the advantage over using Feynman diagram
methods, which enables us to obtain the anomalies without having to calculate Feynman
diagrams[10]. This implies that singularity in fermion currents connects to the non-
perturbative effects of anomalies in the presences of topologically non-trivial field
configurations. This sort of problem also implies the index of Dirac operator relates to
quantization of the space integral of the anomaly ,and the supertrace of the kernel
function of the square of a Dirac operator is the quantization of the topological character
of the corresponding connection on a manifold[11]. From this point of view, it is natural
how to find a means to distinguish the divergence of various fermion currents coupling
with gauge field becomes extremely important. In this paper we present an exposition
that the topological singularity of operator product of various fermion current in gauge
theory can be described in terms of Atiyah-Segal-Singer index theorem for Dirac operator.

2. Transformation property of fermion current

Now we are in position to specify a transformation of operator product of fermion current in
Abelian quantum field to determine the property of the current. According to the form of
fermion current coupling with gauge field B, (x)in Dirac equation, the fermion current

coupling with gauge field is defined as

I[ﬂ"] — W(X)yyr[V]W(X) (1)
where T indicates the corresponding Dirac matrix, which is also an element of Dirac
algebra, y(x)and y/(x) is Dirac spinors.

One easily verifies that these fermion currents possess bilinear covariant property under
Lorentz transformation. Some of the "products of currents" itself have quantum field
theoretical meaning, which is subject to infinitesimal change of varibles along the symmetry
direction. To do this, in the broad sense, a set of the changing variables of matter field in
quantum theory can be transformed as [3]

Ve () =y, (x) + v, (x)

2
5y (x) = Gy (XVHL (v 51 ) + 0, ()50 (w50 “

where the matrices H[;],hg[v] are the functions composed of both Dirac matrix and field
variables, the group parameter HM (x) is a real function.

In the light of Eq,(2), the infinitesimal local transformation of fermion fields in Abelian
gauge theory is taken tentatively as [12]

! —ig ,(x)rl"]
v (x)=e My (x)

| i6 1 ()0
(x):lﬁ(x)yoee[v]( )r }/O

<
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In fact, there is no contradiction between Eq.(2) and Eq.(3). In the case of QED, the origin of
the Wald-Takahashi identities relative to femion currents lies in the gauge invariance of the

generating functional of QED. We know that the generating functional Z(Bﬂ(x),ﬁ,r])

remains the same. This is because changing variables in an integral never affects its value. In
this sense, we can consider a gauge transformation to be more general type of field
redefinition.This is the transfornation Eq.(2) as a guiding rule.

Thus, to discuss the property of the fermion current, we need to choose a comparatively
simple transformation on the fields for fermion currents. This is transformation Eq.(3), in
which the term coupling with the spacetime derivative of G[V] (x) is not included.

To expand the fermion current carefully, let us introduce a complete set of eigenstates ¢, of

the Dirac operator iD =iy* (6 . —18B,, (x)) as follows

iDg, (x) = 4, () )

here real 4, is the discrete eigenvalues. This means the fermion fields can be decomposed

in this set of eigenstates
v (x)= ;cm (%)
7 (%)= 25 4 (x) )
S = fdzxqﬁ,?qﬁm (1<n,m<d)

where d stands for the eigenstate space dimension. It is true that the anticommuting
coefficients c,,c, of Dirac spins y (x)and ¢ (x) spana Grassmann algebra.

Thus under the transformation Eq.(3), the fermion current Eq.(1) is changed into

vl _ ,/7’(,()7#1—[4‘/,‘ (x)
=G s,

nm

©)

To find the relation between the fermion current and the corresponding integral measure,

yv]d

let's construct the power function I [ of the fermion current over y(x)and (x):

I[,Uv]d — |:l/7(x)7ﬂr[v]lﬂ(x):|d

= E"lc”’1¢':r1y#r[‘/]¢ml z Enzcmz¢;z 7”F[V]¢m2 z Endcmd¢n+,17#r[l/]¢md

nymy Ny ngny

)

where d denotes power of the operator function 11*] (x), its value is equal to the dimension
of the eigenspace of the regulation operator(see Eq.(4)). In like manner, due to the
transformation Eq.(3), the power function [ [u l/]'(x) over y (x)and  (x) canbe expressed as
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d
13 ) <[ 7 ()T ()
=Y o cndir Ty, S gt Ty, 3T 6 b T g,

iy 1y1My ngmy

®)

Obviously in the light of the property of the Grassmann algebra, the expression (8) implies
that 114714 (x) links with the operator product of the expansion coefficients c,,c, .

In order to understand the meaning of the operator product composed of ¢, and ¢, in the
expression 11#"17 (x) , we now recall the algebraic property of functional measure in the
path integral formulation. Under the transformation Eq.(3), the corresponding functional
measure d,uM over v (x) and ¥ (x) has the transformation property

d;u[lv] = H dE?; H dc;n
n m

= ][v]dﬂ

©)

where dy is the functional measure over y/‘(x) and (/7'(x) , ][V] is the Jacobian determinant
of the corresponding transformation of the fermion variables, which is a key quantity for
anomaly current. Then we see that the Jacobian of differential operator du connects with
the transformation of the operator function x, which is defined as the operator product of
the anticommuting coefficient c¢,,¢, of y(x) and y(x)

H :HEnHCm (10)

After the transformation Eq.(3), the expression of the Grassmann operator function f is
changed explicitly into

ﬂtv] = HE;;HC;H
[T [ (x)e 1 g, TTS fatea e e )
n o om I s

7["]’“ (1<n,m,l,s<d)

where f[,,] is the Jacobian determinant of the transformations Eq.(3).

From the properties of the Grassmann algebra we find the identity
] v =] [;1] (12)
It shows that the Jacobian Jj,; corresponding to the operator product 4 connects with the

inverse of the Jacobian of the corresponding transformation of the integral measure.

Having clarified the relation between the operator product of fermion current and the
integral measure, we therefore see that the power function of fermion current Eq.(8) can be
rewritten as
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[ (x) = [‘/7‘ (x) 7Ty (X)T
=Y ¢ et Vg, 3T, g Ty, 3T, C gt T,

iy Ny ngiy
= Y G Cs G Con 7 T 0TV T,
M-y
m1‘-»<md o o o (13)
- 'u["] Z ¢”17/ T ¢ml¢”2y r ¢"’2 '”¢”4d7 r ¢md
ny-Mgp
My 1my
= ][_Vl]'u z ¢;1 y!lr[‘/]¢ml¢2—2 7ﬂr[‘/]¢mz : ¢;d 7ﬂF[V]¢md
I
My -1y
= Ty (x)

This is the desired result, which is just the transformation identity of fermion current. The
expression illustrates that the property of fermion current is presented in its functional
Jacobian through the operator product function x. In other words, the mathematical
property of fermion current can be characterized by the nature of Jacobian of functional
integral measure due to transformation of fermion field. For instance, the process of
regularization of Jacobian in the functional measure gives rise to the anomaly for the axial
vector current. Its topological property of the anomaly term is described by Atiyah-Singer
index theorem for Dirac operator.

3. Topological property of fermion current

From the topological viewpoint, the non-perturbative effect of the Abelian anomaly
associated with Ward-Takahashi type's identity for axial vector current is related to the
topological character in the presence of topologically non-trivial field configuration [14,15].
The topological exposition of the quantum anomaly for the current is addressed by Atiyah-
Singer index theorem in a gauge background .The Abelian anomaly term can be derived by
using path integral formulation in Euclidean spacetime E4 Of particular interest is
applications of the index theorem for Dirac operator, because it can be used to discuss the
topological property of fermion current.

First restricting ourselves to the axial-vector current case, we calculate the analytical index
and topological index for Dirac operator. For the following discussion, think of Euclidean
spacetime E4 as a four-dimensional space-time. The spacetime manifold E4 is compacted into
4-dimensional sphere manifold S4.

If E is a vector bundle on S4, let F(S4,E) be the space of smooth section of E. Thus In terms
of »°, the Dirac spin space ¢ is decomposed into two subspace ¢+(E+)and ¢7(E’ , in
which the eigenvectors of Dirac operator can be chosen eigenvectors of definite chirality
with eigenvalue *1. That is

iDg, =0, »°4, =+4, (14)
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Naturally the analytical index definition Ind,D of D to be integer is defined as [11,16,17]

Ind,D = dim(Ker(D+ )) - dim(Ker(Df)) (15)
=n, —n_

where D* is the restriction of D to l"(S4,Ei , dim(Ker(D*)| is the dimension of the
kernel Ker(D*) , here n, are the numbers of zero modes of the Dirac operator.

In the mean time, in explicitly performing the regulariaztion for anomaly function, we find a
local expression giving the analytical index of the Dirac operator

Ind,D = [d*xy 4 ()T, (x)

:jd4xA[5] (x)

1 . (16)
v jd4x5” p”Tmce(Fme)

4

__ 4 HVpo
Ty Jd meceéﬂ(g BvapBg)
with “trace” here denoting a trace only over indices labeling the various fermion species,
which could consider as a regularization of the trace in function space. F,, is the field
strength, and Al (x) is the anomaly function.

This formula shows that the index of D is given in terms of the restriction to the diagonal of
the kernel of D? at arbitrarily large masses, which we know by the asymptotic expansion of
the kernel to be given by local formula in the curvature of the connection. In the above
equation, the following identity is used

& (F,,F,, ) =40, (¢"*B,0,B, ) 17)
The fact reveals the important information that the integral of the local anomaly
function A[S](x) can not change smoothly under variations in the gauge field. Since the
anomaly function in Eq.(16) can be written as a total derivative, the space integral of the

anomaly function depends only the behavior of the gauge field at the boundaries. That is,
there exists a number of singularities of the E vector bundle on the manifold.

Since D is an elliptic operator, the Atiyah-Singer local index theorem gives a formula for
the topological index Ind,D of D in terms of the Chern character of ChE and the A -genus
of E*[18,19]

Ind,D = Ind,D (18)
So that [11]

Ind,D = [ A(M)Ch(E) (19)
M
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Here the more natural definition of A -genus form with respect the Riemannian curvature R is

14(A4)::det}é % (20)
sinh (%)
and the Chern character form is
ch(E)=str(e™) (21)
Substituting this and Eq.(20) into Eq.(19) yields

4
3272

Ind,D =~ [d*xTraced,, (""" B, B, ) 22)

vy pTo

Obviously, the quantity on the right of the Eq.(22) is kown as Chern-Pontrjagin term.

Since the anomaly function A[S] (x) does not vanish in the Jacobian determinant ], we have
the explicit identity

19

Ind D:jd‘*x :
i 2i 56

(23)

0=0
The gauge group parameter OM (x) is independent of the topological index.

The Abelian anomaly arisen from axial vector current is a local quantity, because it is a
consequence of short distance singularities, which does violate the chiral symmetry. That is,
the topological singularity of operator product of fermion current Eq.(13) is presented by
Jacobian of the measure due to the transformation of fermion fields.

Now we turn to calculations of anomaly function in the transformation of measure for other
fermion currents. Due to the Eq.(3),the anomaly function Al (x) corresponding to the
defined fermion currents Eq.(1) is given by the formula(see appendix)

A (x)= 3 g, (x) T, ()

=(x|r]x)

(24)

In virtue of path -integral technique, the anomaly emerging from the functional measure for
the fermions arises from regularization of the covariant derivative acting on the fermions.
Thus the anomaly function becomes

M-

Al (x)= lim <xl"[v]f(;ijJx> (25)

B
with regulator f[MZ] =e M|
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2

We noticed that the quantity <x‘1"[v] f [Mz]x> is a kernel function of Dirac operator,

which is also a section of the endorphisms End(E) on Euclidean manifold E*.
In analogy to the axial-vector current case, we have a generalization of the local index

2
theorem for D which enable us to calculate the <x‘l"[v] f (Dzjx> for arbitrary T’ [ Here
M
the element T'!"] ( Dirac matrix) lies in a compact group,which is a representation of Clifford
algebra.
According to the local Atiyah-Segal-Singer index theorem, the existence of an asymptotic

2

expansion for <x‘1"[v] f (Aljz]x) at M — » is presented by the index Ind (FM,D) of Dirac

operator D on the manifold as follows

2
Ind(F[V],D) = AlAim J'd4x<xl"[v]f[;wD2jx>

= Id4xA[V] (x)

(26)

Here the kernel function in Eq.(26) is no other than the anomaly function for Jacobian of
functional measure.

This is what we do. It is shown that the index theorem for the operator rlle0*/a

associated to the square of Dirac operator D is a statement about the relationship between
the kernel and the topological character of the associated connection in gauge theory.

Fortunately, the asymptotic expansion of the kernel of the operator e /M on the right

of the Eq.(26) can evaluated by Fujikawa’s method(see appendix) for these fermion currents.

The computation shows that anomaly functions for many fermion currents vanish. In other
words, there is no topological singularity for these currents.

4. An Example of Abelian gauge theory

As one see from the following quantum electrodynamics case, the above argument provides
a approach to examine the topological singularity in the operator products of the fermion
current. Let us consider an Abelian gauge field to show our argument. The Lagrangian
density based on the minimal coupling ansatz for quantum electrodynamics is the following

[4]

_ . _ 1 1 2

Loy = (3)7 (0, =458, (O (5) -7 () () ;P (08, @)
where g and m denote, respectively, the charge and mass of the electron. In this case, the
gauge field is just the photon field B, (x), & is the gauge constant.
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Then the generating functional of QED is given by

Z(]ﬂ,ﬁ,f]) _ J‘D(Bﬂ /1/7/‘//)e1jd4x[L+B#]/1+7N/+Wl} (28)
Noted that the path integral method allows us to generalize WT identies relative to fermion
currents, because the functional Z(B i ,77) is gauge invariant under gauge tranformations.
This means that the fact holds irrespecttive whether these re-naming field variables take the
form of symmetry of action, or not. Therefore, this implicitly expect that a anomaly might
take place at the quantum measure, which is the failure of a class symmetry to survive the
process of quantization and regularization. Normally, under gauge transformation, the
determinant in the measure transformation is descarded because it appears to be a constant.
However, closer analysis of this term shows that it is actually divergent and here requires
regularization.

Following Fujikawa's prescription[6,20], the regularization procedure for the variation of the
integral measure can provide access to a wider class of such anomaly objects. In order to
analyze the topology property of various fermion current, the anomaly functions Al (x)
corresponding to Dirac matrix I’ " in the transformation Eq.(3) can be written as the limit of
a manifestly convergent integral[14]

v e d* e (D) e
Al ](x):j\ll}inmjwe ol ]f[(Mz ]ek (29)
-\ 2
A (1) = 1 Ak i ol 0 | (D) ] i
AT (x) = lim 20 y'r yf[ vk (30)

Thus the Jacobian I of measure can be put in the form

ifd Al (x) i atad (), ()

I[V] =e (31)
The corresponding Jacobian ][V] is evaluated below for various fermion currents
i o (unit —matrix);
1 —i
A[ ](x) = 297[2 tr(Fvaip)(gypgvi _g,u).gvp) and ][1] =1. (32)
" 5 5 5 i = I i
i 1B AP ) Lt (B B ) with B (6) =L
~[d*x65(x) . F,F
][5] —e Je, [167:2 ( )] (33)
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i, M= pm

A[”](x) =0 and ][ﬂ] =1. (34)
iv. F[’usl =y"ys
All(x)=0 and J5=1. (35)
V. F[MWS] _ gﬂﬂvpypys ;
Alwrs] (x)=0 and I[m] =1. (36)
vi. Ti#l- a"; A["V](x) =0
][ﬂv] = 1 (37)
vii, T8 = o ys Alwvs] (x)= _Aluvs] (x)
Jjuvs) =1 (38)

The above computation shows that the anomaly function in Jacobian vanishes for many
fermion currents, (in other words, they cancel each other in regularization).
For simplicity, we take a two-dimensional eigenspace (d=2) of the regulation operator
D2
2
e M as an following example to illustrate in detail the link between the Jacobian of the
integral measure and the topological property of the fermion current. In the path-integral

formulation of gauge theory, the functional measure over y (x) and i (x). can be read off
du,) = deydeydeyde (39)
and operator product x in Eq.(9) is given by
oy~
. (40)
=] ¥

with the Grassmann expansion coefficients of y (x) and  (x)



Topological Singularity of Fermion Current in Abelian Gauge Theory 225

o= Cl‘[d4x¢l+ eiig[vl(x)r[v’]% + 62jd4x¢1+ eiig[vl(x)rlv]qsz
¢y =cy [d'xgy et (X)r[v](/ﬁl + o [d*xgy & 41
G = Eljd4x¢l+70€"9[v](ﬂr["* P47 P L (41)
o= E1Jd4x¢f J’Oei'%v](x)rw 78, + Ez_[d4x¢§ PO M (xyrtF o

The corresponding expansion of the fermion current can be performed in the eigenspace
1 (x) = (G5 + 5 )T (e, 1 + 02 )
=cicidl 7Ty + T 7T, + 0Ty + i T g,

In accordance with Eq.(11), the square of the fermion current 11’ (x) is written out

(42)

1012 (x) = (i +03 ) 7TV (e, + ot ) (il + a5 )T (1,01 + o
=aacicid T gl T g + aecicids T gy T g+ (43)
+0atacscnds TV g T g,

Further by taking the property of Grassmann algebra into account, the calculus leads
straightforwardly to the following result

112 (x) = 2555 0 7TV g5 v TN, + 255k T g g
=20 ¢ty TN g5 TN, 04 gy g g5 T g
= 2] 7 TNy Ty 4 2]y ag TV g gy
=2 TV gy Ty 4 2 gty T g T g,
=Ji] (—2#¢1+7”F[V]¢1¢; 7T, 4 28 g, g5 o] ¢1)
= ]*11[#V]2(x)

V]

(44)

From this example, we see clearly that the topological property of products of the fermion
currents 111 (x) (iel [u V](x)) relates with the corresponding Jacobian factor. Combining
the evaluated Jacobians of various fermion currents Eq. (32~38) and the Atiyah-Singer
local index theorem Eq.(26), we find that only axial-vector current [ [45] (x)=w(x)iy"rw(x)
has topological singularity, which is coincident with previous analysis made by
perturbational methods.

5. Conclusion

We have presented that the topological singularity in operator product of various fermion
currents coupling to a gauge field is characterized by the topological properties of anomaly
function in a quantum gauge background in terms of Atiyah-Singer index theorem for Dirac
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operator. The anomaly functions corresponding to various fermion currents have been
evaluated through the calculus of the kernel of Dirac operator.

As the above illustration, the topological singularity of various fermion currents coupling
gauge field is indeed understand on Atiyah-Singer index theorem in quantum field theory
as a consequence of the fact that the Jacobian of integration measure possesses anomaly
terms. That is, the kernel of the Dirac operator may have short distance singularities.

No doubt, the singularity of the fermion current has to be considered when dealing with
reduction of the interaction vertex by using the Dirac differential equation of motion in the
Dyson-schwinger equation. Also in the non-abelian gauge case, the relation of anommalies
in conservation o general axial currents to the indes of the Dirac operator in a gauge
background need to discussed further. In addition, the property of quantum anomaly
associated with Ward-Takahashi relation plays an important role in the nonperturbative
study of gauge theories, such as the dynamical chiral symmetry breaking.

6. Appendix: Regularization of measure for anomaly
a. regularization prescription for low-rank tensor current (zﬁ(x)y"r[vlw(x) )

Following Fujikawa’s method, we work out a calculation of Jacobian of anomaly function in
the transformation of measure due to the Eq.(3). The change in functional measure is in the
form

du—dp =] de,[[de, =(det f,,,) " (det ) [[de,[[de, (A1)

with

Fon =[5, (x)e g (). (A2)

The corresponding Jacobian factor is given explicitly by

(detf‘”m )71 _ efij'd“xy Al (x x)y 9[1/] (A3)
[v]

where anomaly function A[V](x) denotes the trace of Dirac matrix I in the function

space above
AL (A4)

Based on the use of path integrals in Euclidean space, regularization of the anomaly function
. p?\) -

is achieved by inserting the convergent factor f (2] =e 4/12 and taking the limit as

M

M — . To do this the above anomaly function can be written as the limit of a manifestly
convergent integral
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. . o ST i (e L
A= fim o e (MJ

2 4 ., 2
= lim 32;/[2 T{F[V]([y”/yqlﬂ,v) }j(;}}lf [Ak/lzj

In terms of the trace over Dirac indices, when we expand the regularization operator
f ((—D2 /M?) in D, the terms with less than four gamma matrices evaluate to zero. In the
light of the limit over M (mass), terms with more than four D s will also drop out.

In the last step, we have used the operator identities

(»D, )2 =D,D, —1%[;/", yV]FM (A6)

7D, 2 D2 "
f (Z}/A/Iz) :;;f(n)[]\/;éj(l4;42 |:}//4,7V:|F”V\J (A7)

In the case of ") =33 for the chiral anomaly, the Al (x) becomes into

. 1 S 210 d'% o K
A[S](x):Al/IlinooB,ZMz T{—y ([7/ s JFW) }wa (Z\/IZ]

- 32}\/12 &7 Tr | FyFp ]

(A8)

It is just the well-known result.

b. regularization description for high rank tensor current

In a similar way, we discuss the regularization of the anomaly faction Al (x) for high rank
Dirac matrix transformation.The expression of the anomaly function Al (x) for the case of
Eq.(37) can be put in the regulating form

4 2
A[“ﬂ](x): lim Ak k4 eikxa“ﬂf[_D Jeik"

M= (27) M?
ks 1 D2) . 1 "
= li AR iky _afN L (Vl) M [_ /l, vE j ikx
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In terms of the symmetry of metric and antisymmetry of 4-dimensional field strength tensor,
we expand the anomaly function and find that it equals zero. So that, the Jacobian becomes
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Nl =1 (A10)

By the parallel procedure, for the case of the transformation Eq.(38), the axial vector
anomaly function is given by

2
i H
A[aﬁS](x): lim d4k efikxo_aﬁ}/Sf (l}/ D/‘) ikx
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d*k 1 !
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Ik g D) i 2
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The corresponding Jacobian is
Jler®l =1 (A12)

In the above calculation, we have employed the following operator identities

6
Tr[qyﬂj ] = 4g#1#2 {gﬂ3#4 g#sﬂe + gﬂsﬂ(,g/%#s - gﬂsﬂs 8#4#6 }
j=

- 4gﬂ1ﬂ3 {8#2#4 gﬂsﬂa + gﬂzﬂs gﬂ4ﬂs - gﬂzﬂ5 8114#6 }
+ 4g#1/14 {gﬂzﬂ3 gﬂsﬂe + gﬂzﬂe gﬂzﬂa - gﬂzﬂs g/‘sﬂe } (13)
- 4g#1#5 {gﬂzﬂs g/‘4/‘a + g/‘z/‘s g#3/‘4 - g/‘zl‘4 gﬂ3ﬂe }
- 4g#1ﬂ6 {g/lz/ls gll4ﬂ5 + gﬂzﬂs gﬂ3/44 - g/’2ﬂ4 g/‘s#s }
5 gﬂ1ﬂ2 HaHg H5 e gﬂlﬂs 8!’2#4/’5#& + gﬂzﬂs €ﬂ1ﬂ4ﬂ5ﬂ6
Tr| y H Y, (A14)
] -
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Obviously the results in Eq.(A10) and Eq.(A12) is perfectly consistent with result of
derivation of transverse vector and axial vector anomalies in four-dimensional U(1) gauge

theory using perturbative methods[21,22].
Now we have completed our computation in Euclidean space, it is necessary to transform

the conclusions back into Minkowski space. According to the Wick substitutions,then, there
is no change in the form of the final formula.
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