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Abstract. We study the influence of an aperiodic extended surface perturbation on the surface critical
behaviour of the two-dimensional Ising model in the extreme anisotropic limit. The perturbation decays
as a power s of the distance [ from the free surface with an oscillating amplitude A; = (—1)/* A where
fi = 0,1 follows some aperiodic sequence with an asymptotic density equal to 1/2 so that the mean
amplitude vanishes. The relevance of the perturbation is discussed by combining scaling arguments of
Cordery and Burkhardt for the Hilhorst-van Leeuwen model and Luck for aperiodic perturbations. The
relevance-irrelevance criterion involves the decay exponent x, the wandering exponent w which governs the
fluctuation of the sequence and the bulk correlation length exponent v. Analytical results are obtained
for the surface magnetization which displays a rich variety of critical behaviours in the (k,w)-plane. The
results are checked through a numerical finite-size-scaling study. They show that second-order effects must
be taken into account in the discussion of the relevance-irrelevance criterion. The scaling behaviours of the
first gap and the surface energy are also discussed.

PACS. 05.50.4q Lattice theory and statistics (Ising, Potts, etc.) — 68.35.Rh Phase transitions and critical

phenomena

1 Introduction

At the free surface of a homogeneous d-dimensional system
with short-range interactions displaying a bulk second-
order phase transition, the scaling dimension zf of the
surface energy density is equal to d [1]. As a consequence, a
weak short-range surface perturbation AKj of the reduced
interaction K = $J = J/kgT cannot change the surface
critical behaviour, since its scaling dimension yax =d —
1 — z¢ = —1 and the perturbation is irrelevant. Such a
pertubative argument does not exclude the occurrence in
d > 2 dimensions of special, extraordinary, and surface
transitions for strong enough enhancement of the surface
couplings [2].

The situation is somewhat different for the Hilhorst-
van Leeuwen (HvL) model [3], in which the surface per-
turbation extends into the bulk of the system, decaying as
a power of the distance [ from the surface with:

A

AK(1) (1.1)

Such extended surface perturbations may change the sur-
face critical behaviour for an arbitrarily small value of the

perturbation amplitude A. This can be explained [4] by
noticing that, under a length scale transformation I’ =1/b,
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the extended thermal perturbation in (1.1) transforms as:

AR = 2 v

- l,rc l’“’ (12)
so that, comparing both sides of the last equation, the
perturbation amplitude scales as:

Al = bRt g, (1.3)
When the decay is strong enough (k > 1/v), the pertur-
bation is irrelevant: it does not affect the surface critical
behaviour. When x < 1/v, the perturbation is relevant:
the decay is sufficiently slow to modify the surface critical
behaviour. In the marginal situation, k=1/v, one expects
a nonuniversal surface critical behaviour.

Analytical results obtained for the two-dimensional
(2d) Ising model, with v =1, are in complete agreement
with these predictions [5,6]:

(i) For k > 1, the scaling dimensions of the surface
magnetization and the surface energy density are 25, =1/2
and xf = 2, respectively, like in the homogeneous semi-
infinite system.

(ii) In the marginal case, kK = 1, when A is smaller
than a critical value A, the surface transition is second-
order with continuously varying surface scaling dimen-
sions a3, (A) and zf(A). For A > A, the transition is
first-order: there is a nonvanishing spontaneous surface
magnetization at the bulk critical point which vanishes
above T, since the surface is one-dimensional.
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(iii) For k < 1, the surface transition is first-order for
A > 0 and continuous for A < 0 where the surface mag-
netization displays an essential singularity.

In the present work we study an aperiodic version of
the HvL model where the amplitude of the decay is mod-
ulated according to some aperiodic sequence. More specif-
ically, we consider a layered semi-infinite system with
constant reduced interactions Ky = 8J; between nearest
neighbours in the directions parallel to the free surface
while the reduced interactions in the perpendicular direc-
tion are modulated and read:

Koll) = Ko + 52,
where f; is aperiodic and takes the values 0 or 1. The
aperiodic sequence is assumed to have equal densities of 0
and 1, such that the mean amplitude vanishes. Otherwise,
the critical behaviour would be the same as for the HvL
model with A replaced by the average of the modulation
amplitude A;.

A relevance-irrelevance criterion will be proposed,
which is a combination of the arguments of Burkhardt
and Cordery for HvL perturbations [4] and those of Luck
for aperiodic systems [7].

In Section 2, we recall the main results about the fluc-
tuation properties of aperiodic sequences generated via
substitutions and derive a relevance-irrelevance criterion
for aperiodic HvL perturbations, which is valid to linear
order in the perturbation amplitude. In Section 3, we ex-
amine the critical behaviour of the surface magnetization
in the aperiodic HvL Ising quantum chain. The results of
Section 3 are confronted to numerical data obtained via
finite-size scaling (FSS) for different aperiodic sequences
in Section 4. The influence of higher-order terms on the
relevance of the perturbation, the scaling behaviours of
the first gap and the surface energy are discussed in
Section 5. Technical details are given in Appendices A
and B.

A= (1)1 4, (1.4)

2 Fluctuation of the perturbation amplitude
and relevance-irrelevance criterion

We consider the aperiodic HvL model defined in (1.4) for a
d-dimensional semi-infinite system with a bulk correlation
length exponent v. The modulation of the perturbation
amplitude follows some aperiodic sequence which can be
generated through substitution rules [8].

Working with a finite alphabet A, B, C, ... and start-
ing for example with A, an infinite sequence of letters
is obtained by first substituting a finite word S(A) for
A and then iterating the process (with B — S(B),
C — S(C), ...). The required aperiodic sequence of digits
fi is finally obtained by replacing each of the letters by a
corresponding finite sequence of digits 0 and 1.

The information about the properties of the sequence
is contained into the substitution matrix with entries n;;
giving the numbers of letters 7 in S(j) (¢, j=A, B, C, ...).
Let V,, be the right eigenvectors of the substitution ma-
trix and A, the corresponding eigenvalues. The leading
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eigenvalue, A1, is related to the dilatation factor b of the
self-similar sequence and gives its length after n substitu-
tions through L, ~ A}.

The asymptotic densities of letters i=A, B, C, ... are
related to the components of the eigenvector correspond-
ing to the leading eigenvalue through:

Vi(2)

Poo(i) = ma (2.1)

which allows a calculation of p.,, the asymptotic density
of 1 in the sequence of digits f;.

The sum of the digits ny 222:1 fx is such that:
ng — lpoo ~ 1%, (2.2)

with an amplitude which is log-periodic, i.e., a periodic
function of Inl/Inb. The exponent
_ ln |/12|

w= In A1

is the wandering exponent of the sequence. When w < 0
(> 0) the sequence has bounded (unbounded) fluctuations.
Using (2.2) and the identity

(=) =1 —2f;,

(2.3)

(2.4)

the amplitude of the aperiodic HvL perturbation in (1.4),
averaged at a length scale [, can be written as:

l
A(l) = ?Z(—l)“ — A(1 - 2%) ~ AT (2.5)
k=1

when the asymptotic density of 1 is poo =1/2.

To analyse the relevance of the perturbation, one may
replace 4; by Al“~! in (1.4), which leads to the following
behaviour under rescaling;:

A 1w A

= l/nwarl =b lﬁ—w.}rl’ (26)

[AK,(1))

or, for the perturbation amplitude:

Al = prten1tl/v g (2.7)
Thus, to the first order in the amplitude, the perturba-
tion is relevant (irrelevant) when x < (>) w — 1+ 1/v.
Nonuniversal surface critical behaviour is expected in the
marginal situation where k=w — 1+ 1/v.

For the Ising model in 2d, v =1, and the relevance of
the aperiodic HvL perturbation is simply governed by the
sign of w — k.

One may notice that Luck’s criterion for aperiodic per-
turbations [7] is recovered when k=0, which corresponds
to an aperiodic modulation with a constant amplitude.

3 Surface magnetization of the Ising
quantum chain: analytical approach

In this section, we study the critical behaviour of the sur-
face magnetization for the 2d Ising model with an aperi-
odic extended surface perturbation given by (1.4).
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3.1 Ising quantum chain in a transverse field

We work in the extreme anisotropic limit [9] where K; —
oo, Ks(l) — 0, A — 0, while the ratios
)\:KQ/KT, CLZA/KQ, (31)

are kept fixed. The dual interaction K} =
—1/2In(tanh K;) enters into the expression of the
unperturbed coupling A.

In the extreme anisotropic limit, the row-to-row trans-
fer operator, 7 =exp(—2K7H), involves the Hamiltonian
of the quantum Ising chain in a transverse field [9,10]:

[ee]
Z (N ofof, +of). (3.2)

N)Ir—\

The os are Pauli spin operators and the inhomogeneous
couplings \; take the HvL form:

al )

l )
where a; is the aperiodic amplitude and a is related to
original parameters as indicated in (3.1). A plays the role of

an inverse temperature and the deviation from the critical
point, A\.=1, is measured by

A=A ( a = (~1)"a, (3.3)

t=1-\"2 (3.4)
so that 0 <t < 1 in the ordered phase.

Using the Jordan-Wigner transformation [11] and a
canonical transformation of the fermion operators, the
Hamiltonian can be put into diagonal form [10,12]:

H=> e (nlna— %)

where 1l (1) creates (destroys) a fermionic excitation.
The excitation energies €, are obtained by solving the
following eigenvalue problem:

No10a(I=1) + (1 + Ao (l) + Noa(l+1) = E 0a(l).
(3.6)

(3.5)

The physical properties of the system can be expressed in
terms of the excitations €, and the eigenvectors ¢, which
are assumed to be normalized in the following.

3.2 Surface magnetization

The surface magnetization mg is given by the matrix ele-
ment (0|c%|o), where |0) is the vacuum state and |o) is the
lowest one-particle state n|0). Expressing 07 in terms of
diagonal fermion operators, one obtains ms = ¢1 (1), which
can be simply evaluated noticing that the first excitation
€1 =0 in the ordered phase [13]. This leads to:

S:1+§:H/\;2.

j=11=1

ms = S~Y2, (3.7)
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Using (3.3), the sum can be rewritten as:

o0
S=1+» A%pP7

Jj=1

P = H [1 +a (_Zi)ﬁ} - (3.8)

Since the critical behaviour is governed by the long dis-
tance properties of the system, when x > 0, one may write:

1)fz]

[l—l-a

12

i

[a m 23‘2ﬁ+(—1)f10(z—3ﬁ) (3.9)

=

To go further we need some approximate expression for
fi- Equations (2.2, 2.5) suggest that, inside a sum, f; may
be replaced by

J1 = poo + C(l) lwila

where ¢(l) is a log-periodic amplitude. Making use of the
identity (2.4), with po = 1/2, the first sum in the last
equation of (3.9) can be rewritten as:

(3.10)

J (_ fi J J
> =2 () 10T = =20,(5) > 1
=1 =1 1=1
(3.11)
In the following, we assume that

J w—k—1 J _1 9)]—F
- By S,

21l iy

can be replaced by some constant effective value ¢ when
j > 1 (see Appendix A for a discussion of the asymptotic
properties of ¢, (7)).

Finally, when poo=1/2 and k > 0, one obtains:

J — 2
2ca a
hlpjﬁ—E:[erﬁﬂL
=1

o@=3r+te=h1 | (3.13)

where the size of the leading omitted term follows from a
comparison to the first one. Otherwise, when @; # 0, an
additional term of order [ ™" gives the leading contribution
to the sum since w < 1. As mentioned previously, the
critical behaviour would then be the same as for the HvL
model.

3.2.1 Relevant perturbations

We first consider the case of relevant perturbations which,
according to the criterion of Section 2, corresponds to
K <wWw.

In equation (3.13) the first term dominates when 1 —
w+ Kk < 2K, t.e., when 1 —w < Kk < w, which can be
satisfied only when w > 1/2. Details about the calculation
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of the t-dependence of mg and its finite-size behaviour at
Ac are given in Appendix B.

The surface critical behaviour depends on the sign of
c¢a. When ¢a > 0, the transition is continuous and the
surface magnetization displays an essential singularity as
a function of t:

mg(t) ~ exp | —C't~ W=/ (k—wtl) )

K—w+1 _

= 2T g/ (et )
c Q(W—FL)( ) (3.14)

The finite-size behaviour at the critical point is the fol-
lowing;:

2ca

(3.15)

Mg (L) ~ exp {— L“’“} )

w—K
When ¢a < 0 the surface remains ordered at the bulk
critical point, the transition is first-order and the surface
magnetization approaches its critical value linearly in ¢.

The two terms in (3.13) give contributions of the same
order to the sum when k=1 — w. As shown in Appendix
B, when x < 1/2 the surface critical behaviour is modified
and depends on the sign of 4¢a + a®>. When ¢a < —42 or
¢a > 0, the surface magnetization vanishes continuously
with an essential singularity:

(42a + aQ)l/Qﬁtll/Qﬁ} ., (3.16)

R
ms(t) ~ €xXp |— 1 — 2%

and:

4¢ea + a? Ll_Q"}

ms.c(L) ~ exp {—m

(3.17)

When —4¢? < ¢a < 0, as above the surface is ordered at
the bulk critical point and the surface transition is first-
order.

The second term of the sum in (3.13), involving a?, is
the dominant one if kK < 1 — w. As shown in Appendix B,
this term becomes dangerous as soon as k < 1/2. When
k > 0, it leads to an essential singularity for the surface
magnetization with:

1/k
ms(t) ~ exp [—% t11/2“] (3.18)
and
a? 1-2k
mS,C(L) ~ exXp —m . (319)

The case k=1/2 < 1 —w, where the dangerous term leads
to a marginal behaviour, will be examined in the next
section.

One may notice that the surface critical behaviour is
modified by the term in a? even when w < xk < 1/2,
i.e., when the perturbation is irrelevant according to the
criterion (2.7). Clearly this relevance-irrelevance criterion
only concerns the contribution of the first term which is
linear in a.
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3.2.2 Marginal perturbations

According to the linear criterion of Section 2, the aperiodic
HvL perturbation is expected to be marginal when xk = w.
But we shall see that this is the actual behaviour only
when w > 1/2.

For k = w > 1/2, the first term of the sum in (3.13)
is the dominant one. When ¢a > —1/4, as shown in Ap-
pendix B, this term leads to a second-order surface tran-
sition where ms vanishes as t% or, at the critical point,
as L~%m. Since v = 1, here and in what follows, both
exponents have the same expression:

1
Bs =3, = 5(1 + 4¢ca). (3.20)
When ¢a < —1/4, the transition is first-order and the
approach to the critical surface magnetization is governed
by the exponents 3’ = 2’5, with
B = —20(a) = —1 — 4ca,

S

(3.21)

where f5(a) is the continuation of f in the first-order
region.

For k = w = 1/2, the two terms in (3.13) are of the
same order [~!. Thus one obtains a second-order surface
transition with

1
By = 5 (1 +4ea + a?) (3.22)
for values of a leading to a non-negative expression, i.e.,
when & < 1/4 for any @ and when ¢ > 1/4 for a < —26—A
or a>—2¢ + A where A = (42%—1)1/2.

When ¢ > 1/4, there is a first-order surface transition
on the interval —2¢— A < a < —2¢+ A where mg approaches
its critical value as a power of t or L™! with an exponent

B = —28(a) = —1 — 4¢a — a*. (3.23)
As mentioned above, the second term in (3.13) is the domi-
nant one and leads to a stretched exponential surface mag-
netization in the region K < 1 —w, x < 1/2. The marginal
line kK = w of the linear relevance-irrelevance criterion is
actually moved to k = 1/2 when w < 1/2. On this line,

the surface transition is second-order with (see Appendix
B):

Bs = l(1 —I—a2).

5 (3.24)

The behaviour in the (k,w)-plane is recapitulated in Fig-
ure 1. Notice that on the line k = 0 the bulk is homoge-
neously aperiodic and, according to the Luck criterion in
equation (2.7), the perturbation is marginal at w = 0. This
marginal behaviour has been indeed confirmed by various
exact results for aperiodic Ising models [14,15].

In Figure 1 this point belongs to the domain of rel-
evant perturbations due to terms of order a?. This only
means that the non-decaying aperiodicity changes the crit-
ical coupling from A\, = 1 to A = (1 —a?)~1/2[16]. At the
unperturbed fixed point value of A, the aperiodic system
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perturbation
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Fig. 1. Relevance-irrelevance of aperiodic extended surface
perturbations in the Ising quantum chain. The perturbation is
relevant in the shaded region. To first order in the amplitude
a, the perturbation is relevant only below the first diagonal.
Below the second diagonal and the line Kk = 1/2 the second-
order term is relevant and dominates the first-order one. On
the marginal border line, the magnetization exponent is a func-
tion of a above w = 1/2, of a? below, and involves both terms
at w = 1/2. The values of w for the aperiodic sequences used
in the numerical FSS study are indicated.

is in its disordered phase. Thus due to terms of order a2,
the aperiodicity induces a flow towards the trivial fixed
point where the coupling vanishes.

One may notice that the methods used above do not
apply to the case of homogeneous aperiodic systems: the
corresponding equations, (3.18, 3.19), are valid only when
K> 0.

4 Surface magnetization of the Ising
quantum chain: finite-size-scaling study

The results obtained in the last section rely on the validity
of the assumptions used to transform equation (3.9) into
equation (3.13). In this Section these results are checked
through a numerical FSS study of the critical surface mag-
netization for different systems corresponding to the dif-
ferent regions of the (k,w)-plane in Figure 1. We also
evaluate numerically the effective amplitude ¢ which is
needed when the term linear in a contributes to the critical
behaviour.

4.1 Aperiodic sequences

We used aperiodic sequences with the same asymptotic
density poo = 1/2 leading to different values of the wan-
dering exponent w and also to different behaviours for the
log-periodic amplitude ¢ (j).

The Rudin-Shapiro (RS) sequence [17] follows from
substitutions on the letters A, B, C, D, with S(A) = AB,
S(B) = AC, S(C) = DB, S(D) = DC. The substitu-
tion matrix has eigenvalues A; = 2 and Ay = /2 so that
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w = 1/2. The different letters have the same asymptotic
density poo(i) = 1/4 (i = A, B, C, D). Each letter in the
sequence corresponds to a pair of digits A = 00, B = 01,
C =10 and D = 11, which gives po = 1/2.

The same substitutions on the letters are used to gen-
erate the RS8 sequence which is obtained by replacing
0 and 1 by 0000 and 1111 in the the RS sequence. The
substitution matrix being the same, both the wandering
exponent and the asymptotic density keep their RS val-
ues. The new correspondence between letters and digits
only affects the behaviour of the log-periodic amplitude
(7).

The RS and RS8 sequences are self-similar under di-
latation by a factor b = 4.

Other values of the wandering exponent have been ob-
tained through decoration of the Thue-Morse sequence
which follows from the substitutions S(0) = 01 and
S(1) =10 [17].

The TMI1 sequence is generated through S(0) =
010000 and S(1) = 101111. The two eigenvalues of the
substitution matrix are A; = 6 and A = 4 so that
w = 1n4/In6 ~0.7737. Due to the invariance under the
exchange of 0 and 1, the two digits have the same asymp-
totic density poo = 1/2.

Finally S(0) = 010100 and S(1) = 101011 lead to
the TM2 sequence. Its substitution matrix has eigenvalues
A; = 6 and Az = 2, which gives w = In2/1n6 ~ 0.3869.
For the same reason as above po, = 1/2.

The TM1 and TM2 sequences are self-similar under
dilatation by b = 6.

4.2 Relevant perturbations

In the case of relevant perturbations, according to (B.4),
Inmg ¢ is linear in L™ with a slope —C(a) when the tran-
sition is continuous. We studied the size-dependence of
In my . for sizes of the form L, ~b". Approximants Cy,(a)
for the amplitude, deduced from two-point fits for suc-
cessive sizes Ly, L,4+1, were extrapolated using the BST
algorithm [18]. When the transition is first-order, the lead-
ing contribution is independent of the size of the system
and C(a) vanishes.

With the TM1 sequence at £ = 1/2, the critical be-
haviour is governed by a term of order a (see Fig. 1). The
extrapolated amplitude C(a) is shown in Figure 2. It dis-
plays the expected linear variation with a in the region
a < 0 where the transition is continuous. The slope leads
to the effective amplitude ¢ given in Table 1.

Since k < w the amplitude ¢4 (j), which is shown in
Figure 3, remains log-periodic at infinity (see Appendix
A). For a < 0 the main contribution to Pj*2 in (B.6)
comes, at large j-values, from the absolute minima of ¢, (5)
and ¢ in Table 1 corresponds to the extrapolated value
(Cm)min-

For the TM1 sequence with x = 1 —w the surface mag-
netization at criticality is given by (3.17). In Figure 1, this
system is on the solid line inside the domain of relevant
perturbations where both a and a? contribute to the crit-
ical behaviour.



278

The European Physical Journal B

Table 1. Parameters of the amplitude C(a) in the stretched exponential deduced from the FSS study of the surface magneti-
zation at criticality. vz is the coeflicient of the quadratic term in C(a).

sequence TM1 TMI1 (a < 0) TM1 (a > ac) RS TM2
w 0.7737 0.7737 0.7737 1/2 0.3869
K 1/2 1-w 1-w 0.3 w
Zfrom c.(j)  —0.272(7)  —0.34(1) ~0.055(1) — —
¢ from C(a) —0.271(5) —0.332(3) —0.04(3) — —
72 (expected) — 0.9134 0.9134 5/4 2.20951
72 (numerical) — 0.92(2) 0.6(1) 1.251(1)  2.209(1)
6.0
40 ¢ ]
S
O
20 1
0.0 ; : : , , ' '
=30 -20 -10 00 10 20 -05 00 05 10 15 20
a a

Fig. 2. Amplitude C(a) for the TM1 sequence with x = 1/2
deduced from FSS at criticality with L,, = 6™, n = 1,7. The
surface transition is continuous for a < 0 and first-order for
a> 0.

0.0

)

4.0
Inj

2.0 6.0 8.0

Fig. 3. Amplitude c.(j) as a function of Inj for the TM1
sequence with k = 1/2. Asymptotically c.(j) oscillates log-
periodically between the two values indicated on the left axis.

The FSS study leads to the extrapolated amplitude
C(a) shown in Figure 4. We were limited to sizes up to
6° because the exponent of L in the stretched exponen-
tial is two times larger than before and msg (L) becomes
quite small at large size. The corresponding parameters
are given in Table 1.

As above ¢, (j) remains asymptotically oscillating, here
between (¢ )min = —0.34(1) and (¢x)max = —0.055(1).

Fig. 4. Amplitude C(a) for the TM1 sequence with kK = 1 —w
deduced from FSS at criticality with L, = 6™, n = 1,5. The
surface transition is first-order in the intermediate region where
C/(a) vanishes and continuous elsewhere.

When a < 0 the transition is continuous and Cf(a)
displays the expected parabolic variation. The coefficient
of the linear term leads to an effective amplitude ¢ in good
agreement with the value of (¢ )min Which gives the main
contribution to P{Q in (B.7).

When a > 0 the transition is first-order below a critical
value a.. In the region a > a. where the transition is conti-
nuous, ¢ is close to (¢, )max as expected but the agreement
is poor for the coefficient of the quadratic term. In both
cases the sizes used in the FSS study are too small to
obtain truly reliable estimates.

The RS sequence with k = 0.3 leads to a relevant per-
turbation for which the term in a? governs the critical be-
haviour as indicated in equation (3.19). The extrapolated
amplitude C(a) is shown in Figure 5 and the parameters
given in Table 1.

For the solid line, obtained with a correction-to-scaling
exponent equal to 0.5 in the BST extrapolation, the
parabola is not centered on a = 0: there is a weak lin-
ear contribution to the amplitude. With a correction-to-
scaling exponent equal to 0.01 (dashed line in Fig. 5) the
extrapolation is less stable but the coefficient of the lin-
ear term is reduced from —0.15 to —0.09. Thus we sus-
pect that the unexpected linear contribution to C(a) is a
correction-to-scaling effect. One may notice that a power
of L in front of the stretched exponential leads to a loga-
rithmic correction.
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0.0 - -
-1.2 -08 -04 0.0
a

Fig. 5. Amplitude C(a) for the RS sequence with x = 0.3
deduced from FSS at criticality with L, = 4", n = 1,9. The
surface magnetization vanishes continuously with a parabolic
amplitude in the stretched exponential. The solid (dashed) line
corresponds to a correction-to-scaling exponent 0.5 (0.01) in
the BST extrapolation.

20 T T T T .

C(a)

0 I I
-30 -20 -1.0 00 1.0
a

20 30

Fig. 6. Amplitude C(a) for the TM2 sequence with k = w
deduced from FSS at criticality with L, = 6", n = 1,7. The
surface magnetization vanishes continuously with a parabolic
amplitude in the stretched exponential.

Next we consider the TM2 sequence with k = w. The
corresponding point in the (k,w)-plane belongs to the
dashed line in Figure 1. It leads to a perturbation which
is marginal to linear order in a but becomes relevant due
to the term of order a?. The extrapolated amplitude is
shown in Figure 6.

The amplitude C(a) is still given by equation (3.19)
and displays a parabolic behaviour. The coefficient v in
Table 1 is in good agreement with the expected value.
The same parabolic variation was obtained for the TM2
sequence with k = 0.3 and x = 0.4.

4.3 Marginal perturbations

The critical surface magnetization has been calculated
using the same chain sizes as in the relevant situation
(up to n = 7 for TM1). Estimates for the exponent
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25

2.0 r S

15} / ]
1.0} ! ]

05+ / 1

0.0
-5.0

-3.0 -10 1.0 3.0 5.0

Fig. 7. Surface magnetization exponents for the TM1 sequence
with K = w. The solid line corresponds to (s at the second-
order surface transition and the dashed line, in the first-order
region on the right, to 8, which controls the approach to the
critical magnetization.

0.0 2.0 4.0 6.0 8.0
Inj

Fig. 8. Amplitude c«(j) as a function of Inj for the TM1
sequence with kK = w. Asymptotically c.(j) converges towards
the effective amplitude ¢ indicated on the left axis.

Bs are obtained wvia two-point fits of In[mg (L, )] versus
In L,,. The two-point approximants are extrapolated us-
ing the BST algorithm. In the first-order regions, the regu-
lar contribution associated with the critical magnetization
Mg c(00) is eliminated using the differences Amg o(Ly,) =
Ms,o(Ln) — Mg c(Lnt1) and the usual procedure is applied
to calculate the exponent ., although with one size less.

As a first example of marginal behaviour we consider

the TM1 sequence with £ = w. The extrapolated exponent
values are shown in Figure 7.

In agreement with equations (3.20, 3.21), both expo-
nents vary linearly with a. Due to the finite sizes used,
the singularities remain rounded near a. where the sur-
face transition changes from second to first order.

As shown in Figure 8, ¢, (j) here converges towards
the effective amplitude €. It is compared to the values de-
duced from the slopes of the surface exponents in Table 2.
The precision on the parameters deduced from f.(a) is
lower since the number of points is reduced by one in the
extrapolation.
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Table 2. Parameters of the magnetic exponents (s(a) and 3,(a) deduced from the FSS study of the surface magnetization at
criticality. The expected value for the constant term (o (8;) and the coefficient of the quadratic term 32 (83) in Bs(a) is 1/2

(=1).
sequence TM1 RS RS8 TM2
w 0.7737 1/2 1/2 0.3869
K w w w 1/2
¢ from c.(j) —0.199(1)  —0.377(4) —0.75(1) —
¢ from Bs(a) —0.1998(1) —0.3763(1) —0.7526(2) —
¢ from B.(a) —0.19(1) — —0.7525(15) —
Bo 0.49998(2) 0.4997(3) 0.4999(5) 0.502(5)
B2 — 0.50007(7) 0.5000(1) 0.499(1)
Bo —0.99(2) — —0.999(1) —
B5 — — —0.999(1) —
4.0 T T T T T
30+ 1
20t 1
10+ - s
0.0 . . . . . 00— ML
220 -10 00 1.0 20 3.0 -20 -1.0 0.0 1.0 20 3.0 40 50
a
a

Fig. 9. Surface magnetization exponent (35 for the RS sequence
with k& = w. The surface transition is always second-order.
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0.0 2.0 4.0 6.0 8.0
Inj

Fig. 10. Amplitude c.(j) as a function of Inj for the RS se-
quence with K = w. Asymptotically c.(j) converges towards
the effective amplitude € indicated on the left axis.

The RS sequence with K = w = 1/2 leads to a marginal
behaviour with linear and quadratic contributions to the
exponents. The exponent f3; is shown in Figure 9. The cor-
responding parameters are given in Table 2. The variation
is parabolic in agreement with equation (3.22) and the ab-
sence of a first-order region is linked to the small value of
[¢]. The log-periodic amplitude ¢, (j) shown in Figure 10

Fig. 11. Surface magnetization exponents for the RS8 se-
quence with Kk = w. The solid line corresponds to (s at the
second-order surface transition and the dashed line to 8 which
controls the approach to the critical magnetization. The chain
sizes used in the FSS study are of the form L, = 2 x 4",
n = 1,8, with one size less for 3..

converges to ¢ = —0.377(4) whereas the limiting value for
the occurrence of a first-order transition is |¢| = 1/2.

With the RS8 sequence at x = w = 1/2 we obtain once
more a marginal perturbation. But now ¢,(j) converges to
a value allowing for the occurrence of a first-order transi-
tion. The exponents (s and 3} are shown in Figure 11.

The surface transition is first-order in the central re-
gion and second-order outside, with a parabolic variation
of the exponents in both cases, in agreement with the ana-
lytical expressions in equations (3.22, 3.23). The accuracy
of the extrapolation is reduced near the singularities on
the borders. The coefficients given in Table 2 are in good
agreement with the expected ones.

Finally we have studied the TM2 sequence with £ =
1/2 as an example of a system for which the marginal be-
haviour is induced by the term of order a2. In this case the
surface transition is always second order. The exponent (s
in Figure 12 displays the parabolic behaviour obtained in
equation (3.24). Here too the coefficients, given in Table 2,
are close to the expected values.
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Fig. 12. Surface magnetization exponent s for the TM2 se-
quence with k = 1/2. The transition is always second-order
and the critical behaviour is governed by a®.

5 Discussion

We have seen that the first-order relevance-irrelevance cri-
terion of Section 2 does not predict completely the actual
influence of aperiodic extended surface perturbations. In
some domains of the (k,w)-plane, second-order contribu-
tions govern the surface critical behaviour. In order to
clear this point, one has to look at the scaling behaviour
of second-order terms in the perturbation expansion of the
free energy.

We shall consider the case of a d-dimensional system
with a free surface at [ = 0, perpendicular to the unit
vector u. The perturbation term is given by:

(5.1)

where e(r) is an energy density operator which, for the
Ising model, takes the form o,0p4y. A4; is the perturbation
amplitude defined in (1.4). The position vector r will be
decomposed into its components perpendicular and paral-
lel to the surface as [u + r|. The second-order correction
to the free energy is given by:

~BFE) = L@V — (V)7

- 1 AlAl’ ’
= 2 Z (”/)n gse(r7 r )7

r,r’

(5.2)

where (- --) denotes a thermal average and G.. is the con-
nected energy-energy correlation function, both for the
unperturbed system.

We first consider off-diagonal contributions to F(2)
which come from pairs of sites belonging to different lay-
ers. The corresponding amplitude (A?),q scales as the
product of two first-order amplitudes with:

(Alz)od — p2(—rtw—1+1/v) (AQ)od' (53)
One may notice that such cross-terms do not enter into
the calculation of the surface magnetization of the 2d Ising
model.
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Fig. 13. Relevance-irrelevance of aperiodic extended surface
perturbations in a system with bulk correlation length expo-
nent v. The perturbation is relevant in the shaded region. The
order of the dominant perturbation terms is indicated, assum-
ing that off-diagonal terms do not contribute.

The diagonal contributions to F'?) involve pairs of sites
belonging to the same layer and read:

d—1 2
2 L A
_ﬂFd - 9 % § 12 gss(rH)v

T

(5.4)

where L9 is the surface of the layers. The density under
the sums has dimension 2d — 1 whereas the correlation
function has dimension 2z., where x, is the scaling di-
mension of the bulk energy density, thus one obtains:

(A,Z)d _ p2d-1-2z. (AQ)d — pl+2/v (AQ)d
l/2f€ - 25 12k

(5.5)

and the diagonal second-order amplitude transforms as:

(A/Q)d _ b7172n+2/1/(A2)d' (56)
It is a relevant (irrelevant) variable when x < (>) —1/2+
1/v and a marginal one when k = —1/2+4 1/v.

The scaling dimension y(42), of (A%)q has to be com-
pared to the dimension y4 of A given in (2.7) to see which
term governs the critical behaviour when both are rel-
evant. When y(42), > ya, i.c.,, when K < —w + 1/v,
the second-order term dominates and one expects an A2-
dependence of the amplitudes in the stretched exponen-
tials. On the line k = —w + 1/v when kK < —-1/2+ 1/v,
linear and quadratic terms contribute together.

A summary of the relevance-irrelevance in the (k,w)-
plane is given in Figure 13. It is in agreement with our
findings of Sections 3 and 4 for the surface magnetization
of the 2d Ising model. The order of the dominant contri-
butions could be modified by the discarded off-diagonal
second- or higher-order terms. As mentioned earlier for
the 2d Ising model, there is a shift of the bulk critical
coupling for the homogeneous aperiodic system on the line
k = 0. Along this line the perturbation is irrelevant below
w=1-1/v.
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One may notice that the model shows some kind
of universal behaviour. Both the amplitude C(a) in the
stretched exponential and the surface magnetic exponent
Os(a) are independent of the aperiodic sequence, provided
the value of w is such that the system belongs to the re-
gion k < 1/2, k < 1 — w of Figure 1 where the quadratic
contribution dominates.

Let us now briefly discuss the behaviour of the first
gap and the surface energy.

On a finite critical Ising chain, the first gap is known
to scale as [15]

€1(L) ~mg (L) Pt g (L), (5.7)

where T ¢ is the critical magnetization on the second sur-
face and Pr, is the product of the couplings defined in
equation (3.8). When x > 0 the bulk is unperturbed and,
asymptotically, the second surface displays an ordinary
surface transition. Thus the scaling dimension of g is
T, =1/2.

For relevant perturbations, with the notations of Ap-
pendix B, we have:

1 1
P~ eXp(§B Lm). (5.8)
When the surface transition is continuous ms (L), given
in equation (B.4), behaves as Pr. It follows that the first
gap vanishes as a power of L. One expects in this case the
unperturbed behaviour e; (L)~ L™t .

When the surface transition is first-order, the leading
term in mg (L) is a constant and there is no more com-
pensation. The first gap is anomalous, it vanishes with
an essential singularity. This behaviour is linked to the
localization of the corresponding eigenvector ¢, which
itself is responsible for the finite weight on the first com-
ponent ¢;(1), leading to a non-vanishing surface magne-
tization [13].

The scaling dimension 2% of the surface energy can be
deduced from the finite-size behaviour e; = (0|0 |€) where

the state |¢) = nin§|0) is the lowest two-particle excitated
state. This matrix element can be written as [19]:

es = (e2 — €1)p1(1)g2(1).

For relevant perturbations one expects an essential singu-
larity since at least ¢2(1) should behave in this way.

In the case of a marginal perturbation, with the nota-
tions of Appendix B, one may write:

(5.9)

Pyt~ [B/2 = [71/24Bu(a) (5.10)
where f5(a) is the surface magnetic exponent s when the
transition is second-order or its continuation to negative
values when the transition is first-order, i.e., when G5 = 0.

When the transition is second-order equations
(5.7, 5.10) lead to:
e (L) ~ L7 [ 71248 [ 712 o 71 (5.11)

i.e., to the unperturbed behaviour as above for relevant
perturbations when the transition is continuous.
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For the surface energy, equation (5.9) leads to the scal-
ing dimension

g =1+20 (5.12)
if one assumes that ¢2(1) scale as L™ too. This is known
to be true either for the marginal HvL model [20] or for
the aperiodic version of the same model [19] where the
couplings are modulated according to the Fredholm se-
quence [17].

When the transition is first-order, due to the localiza-
tion of ¢, the scaling of the first excitation is anoma-
lous [21]:

e1(L) ~ L7150, (5.13)

It decays faster than higher excitations since fGs(a) < 0.

For the surface energy, we conjecture the following
behaviour:

s _ 140 _
:re_l—f—?_l—ﬁs(a). (5.14)
The factor containing the excitations in equation (5.9) is
dominated by ez which vanishes as L~!. Furthermore we
assumed that, like in references [19,20], ¢2(1) scales as
-6/2,

As for the HvL model, in the regime of first-order tran-
sition, the anomalous scaling of the first gap leads to an
exponent asymmetry [5]. For example, in the disordered
phase, the exponent of the correlation length |, along the
surface of the semi-infinite system, is governed by the first
gap and v = 1 — s(a). In the ordered phase the first ex-
citation vanishes and & ~ 651 so that l/‘/l = 1, like in the
unperturbed system.

To conclude, let us mention that the case of random
surface extended perturbations, which has fluctuation
properties similar to the aperiodic case with w = 1/2 [22],
is currently under study.

I thank Ferenc Igléi and Dragi Karevski for constructive com-
ments and a long collaboration on aperiodic systems.

Appendix A: Log-periodic functions

The log-periodic function ¢(l) defined in equation (3.10)
is such that ¢(b"l) = c(I) where b is the discrete dilata-
tion factor of the aperiodic sequence. It can be generally
written as a Fourier expansion,

o) = o+ ex cosiou)].

k=1
Inl
=2k — Al
so that, in (3.12):
= I 1" L cos By (1)
cﬁ(]) =co + kzlck =l _l];l Jw—r—1 ’ (A2)
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We are interested in the behaviour of ¢, (j) at large j.
e When k < w, let us write:

cx(f) = co+ > aaRIk(5)),

(A.3)
k=1
where:
) lw k—14i27k/Inb
Ii(j) = " = po——
:1
J w—k—1+i27k/Inb
i Jo QLT HRTIE (A.4)
foj dl jw—r—1
so that:
) cos[0k(§)] + au sin[fx(5)]
I ~
%[ k(])] 1 +ak )
21k
= A.
k (w—k)Inb (A.5)

It follows that ¢, (j) oscillates log-periodically around co.
The Fourier coefficients ¢, are divided by k& when £ is large
or when £ is close to w. The effective constant ¢ in (3.13)
can be taken as the value of ¢,(j) which gives the main
contribution to the function in which it enters.

e When k = w, replacing the sums over [ in (A.2) by
integrals, the change of variable © = In[ leads to:

Thus lim;_,o ¢4 (j) = co and € is the constant term in the
Fourier expansion of ¢(1).

e When k£ > w, according to (A.4), the asymptotic
expression of ¢,(j) can be written in terms of ¢ functions
with:

i ((1+ Kk —w—1i27k/Inbd)

Ti(00) = 14+ k—w)

(A7)

Thus, in this case too, ¢, (j) tends to a well-defined limit-
ing value giving ¢.

Appendix B: Amplitudes and exponents

We study successively the temperature-dependence of the
surface magnetization near the critical point as well as its
size-dependence at criticality.

We first consider the case of relevant perturbations
where the leading contribution to In P; is some positive
power of j. The sum S = mg? in equation (3.8) can be
then replaced by an integral of the form [13,23]

S(t)f:/ dj)ﬁszj_Qf:/ dj exp(—tj + Bj"),
0 0
(B.1)
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where we used the definition of ¢ given in (3.4). For the
finite-size behaviour at the critical point, ¢ = 0, the sum
is cut off at L so that:

L
f:/ dj exp(Bj"), (B.2)

0

L
S.(L) Z/o dj P;?

When B > 0, the integral can be evaluated using Laplace’s
method when 0 < 7 < 1 and, up to a power law prefactor,
one obtains:

me(t) ~ exp [— L (rB)H/ (=) t_T/(l_T)] . (B3)

The main contribution to S;(L) comes from the vicinity
of the upper limit. Expanding the argument of the expo-
nential around L leads to:

meo(L) ~ exp [—%B LT} . (B.4)

When B < 0, expanding exp(—tj) in (B.1) and integrating
term by term gives:

i 1251

Let us now look for the values of B and 7 when k varies.
e When 1 —w < k < w, the term which is linear in a
dominates in (3.13), so that:

I'(2/7)
2r (B ](B 5)

1z
Pj_2 =~ exp { “ jwn} ;
w—K

(B.6)

which leads to the expressions given in equations
(3.14, 3.15).

e When 1 —w = k < w, both terms in (3.13) are of the
same order and

(B.7)

leading to (3.16) and (3.17).
e When x < min(1 — w, 1/2), the term in a® governs
the behaviour of (3.13), so that

2

a 12k
1—2x’ ] ’

-2 ~
P 7 ~exp [ (B.8)
from which equations (3.18, 3.19) follow.

Next we consider the case of marginal perturbations
where P; behaves as B2, When B > —1, S in equa-
tion (3. 8) can be rewritten as [13

/ dj A~ 2jP 2 / djjBe . (B.9)
or, at the critical point,
r 2 r B
SC(L)f:/O aj P; Z/o djj (B.10)
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For the t-dependence, one obtains:

o0
[t_l_B / du uBe_“]
0

= [[(B +1)]7Y/2¢(+B)/2,

~1/2
mg(t) ~

(B.11)

whereas:

mee(L) ~ (14 B)Y2L=0+B)/2, (B.12)
When B < —1, the integrals in (B.9, B.10) diverge at
their lower limits. The main contribution, coming from
small values of j, must be treated more carefully. For this

purpose let us split S into two parts as:

—1+Z] ‘B'+Z

The first sum gives ((|B|) whereas the second sum can be
transformed using the Euler-MacLaurin summation for-
mula:

Zf(.]vt) =

yi~IBL (B.13)

=1
dj f(4,1) /de% + O(t).
(B.14)

The change of variable u = tj leads to:

S(t) = msc—l—t‘Bl ! /du 1)y~ IB

/ du (e — 1)u —lB‘},

where mg . = [1 4+ ¢(|B|)]"*/2. The t-dependence of the
first integral is obtained through an expansion of the ex-
ponential and the second is a constant. Collecting the dif-
ferent terms gives

(B.15)

S(t) = mg2 + const 171 4 O(t) (B.16)

and

(1 Bl-1

mg(t) = Mg, + const +O(t). (B.17)

For the size-dependence at criticality, one may write:

L
Ly=1+)Y j ¥
j=1

14y 417 —/L djj 1B+ oL~ 1B)
j=1

Ll—\B|

= m_? o(L~ 1" B.18
ms,c+1_|B|+ ( )7 ( )
so that:
mg |Bl+1
Mmso(L) = mgc + T/l (B.19)
2(|B] - 1)
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Finally, we identify the expression of the exponent B for
k-values where a marginal behaviour is obtained.

e When k = w > 1/2, the linear term in (3.13) is the
dominant one and yields:

(B.20)

from which the exponents in (3.20) and (3.21) follow.
e When k = w = 1/2, the linear and quadratic terms
in equation (3.13) contribute, so that
P 2 4ca+a (B21)
leading to (3.22, 3.23).
e When k£ = 1/2 and w < 1/2, the leading contribution
in (3.13) is the quadratic one,

P2~ o, (B.22)

which gives the exponent in equation (3.24).

References

1. T.W. Burkhardt, J. Cardy, J. Phys. A 20, 1.233 (1987);
T.W. Burkhardt, HW. Diehl, Phys. Rev. B 50, 3894
(1994). This scaling relation is true at the ordinary and
extraordinary transitions but x§ < d at the special tran-
sition, see E. Eisenriegler, M. Krech, S. Dietrich, Phys. B
53, 14 377 (1996) and references therein.

2. K. Binder, Phase Transitions and Critical Phenomena,
Vol. 8, edited by C. Domb, J.L. Lebowitz (Academic Press,
London, 1983), p. 20.

3. H.J. Hilhorst, J.M.J. van Leeuwen, Phys. Rev. Lett. 47,
1188 (1981).

4. R. Cordery, Phys. Rev. Lett. 48, 215 (1982);
Burkhardt, Phys. Rev. Lett. 48, 216 (1982);
Burkhardt, Phys. Rev. B 25, 7048 (1982).

5. HW.J. Blote, H.J. Hilhorst, Phys. Rev. Lett. 51, 20
(1983); H.W.J. Bléte, H.J. Hilhorst, J. Phys. A 18, 3039
(1985).

6. T.W. Burkhardt, I. Guim, Phys. Rev. B 29, 508 (1984);
T.W. Burkhardt, I. Guim, H.J. Hilhorst, J.M.J. van
Leeuwen, Phys. Rev. B 30, 1486 (1984); T.W. Burkhardt,
F. Igléi, J. Phys. A 23, L633 (1990); R.Z. Bariev, L.
Turban, Phys. Rev. B 45, 10 761 (1992); F. Igléi, L
Turban, Phys. Rev. B 47, 3404 (1993); L. Turban, B.
Berche, J. Phys. A 26, 3131 (1993).

7. JM. Luck, J. Stat. Phys. 72, 417 (1993); J.M. Luck,
Europhys. Lett. 24, 359 (1993); F. Igl6i, J. Phys. A 26,
L703 (1993).

8. M. Queffélec, Substitutional Dynamical Systems, Lecture
Notes in Mathematics, Vol. 1294, edited by A. Dold, B.
Eckmann (Springer, Berlin, 1987).

9. J. Kogut, Rev. Mod. Phys. 51, 659 (1979).

10. P. Pfeuty, Ann. Phys. (Paris) 57, 79 (1970).

11. P. Jordan, E. Wigner, Z. Phys. 47, 631 (1928).

12. E.H. Lieb, T.D. Schultz, D.C. Mattis, Ann. Phys. (N.Y.)
16, 406 (1961).

T.W.
T.W.



13.

14

15.

16.

L. Turban: Aperiodic extended surface perturbations in the Ising model

I. Peschel, Phys. Rev. B 30, 6783 (1984).

. L. Turban, F. Igléi, B. Berche, Phys. Rev. B 49, 12 695
(1994); B. Berche, P.E. Berche, M. Henkel, F. Igléi, P.
Lajké, S. Morgan, L. Turban, J. Phys. A 28, L165 (1995);
P.E. Berche, B. Berche, L. Turban, J. Phys. I France 6,
621 (1996); F. Igléi, L. Turban, Phys. Rev. Lett. 77, 1206
(1996); J. Hermisson, U. Grimm, M. Baake, J. Phys. A 30,
7315 (1997).

F. Igléi, L. Turban, D. Karevski, F. Szalma, Phys. Rev. B
56, 11 031 (1997); J. Hermisson, U. Grimm, Phys. Rev. B
57, 673 (1998).

The critical coupling Ac of the inhomogeneous Ising quan-
tum chain is such that limy oo 1/LY",_, ; In X\ = 0. See
P. Pfeuty, Phys. Lett. A 72, 245 (1979).

17.

18.
19.

20.
21.

22.

23

285

M. Dekking, M. Mendes-France, A. van der Poorten, Math.
Intelligencer 4, 130 (1983).

M. Henkel, G. Schiitz, J. Phys. A 21, 2617 (1988).

D. Karevski, G. Paldgyi, L. Turban, J. Phys. A 28, 45
(1995).

B. Berche, L. Turban, J. Phys. A 23, 3029 (1990).

One may notice that for a symmetric system, where both
surfaces are perturbed, the first gap scales as L™1/2+0s(a),
See for example reference [19].

F. Igléi, D. Karevski, H. Rieger, Eur. Phys. J. B 5, 613
(1998).

. F. Igléi, L. Turban, Europhys. Lett. 39, 91 (1994).



