PHYSICAL REVIEW B 78, 174516 (2008)

Nonlinear theory of deformable superconductors: Ginzburg-Landau description
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The interaction of the superconducting condensate with deformations of the crystal lattice is formulated
assuming the electrostatic potential to be of Bernoulli type and the effect of strain on material parameters. In
the isotropic approximation it is shown that within the Ginzburg-Landau theory both contributions can be
recast into the local but nonlinear interaction term of the free energy.
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I. INTRODUCTION

When cooled, metals reduce their volume. At the transi-
tion from normal to superconducting state, the coefficient of
the thermal expansion makes a jump. In most cases, the su-
perconducting systems reduce their volume less than the nor-
mal ones. Consequently, inhomogeneities of the supercon-
ducting phase cause stresses which are similar to stresses
caused by the inhomogeneities due to the temperature.

Since the superconducting condensate affects the specific
volume, deformations of the crystal lattice also affect the
condensate. Mechanisms of this interaction between the
crystal lattice and the condensate can be outlined within the
simplest two-fluid free energy of Gorter and Casimir, fgc=
—in(z,w—%'yTzv'm, where w is the superconducting frac-
tion, 7y is the linear coefficient of the specific heat per unit
volume known as the Sommerfeld 7y, and T, is the critical
temperature.

Material parameters y and T, are not constants. They de-
pend on the electron density n and the deformation of the
crystal lattice, which we describe by the lattice density 7y,.
Due to the dependencies y(n,ny,) and T.(n,ny,,) the crystal
lattice interacts with the superconducting condensate.

In literature on deformable superconductors one finds two
models of the lattice-condensate (Ic) interaction. First, there
are various phenomenological theories'® which assume that
the density of electrons exactly follows the density of the
lattice, n=ny,.. The perturbation of material parameters due to
the deformation, e.g., 8y=(dy/dn)dn+(dy/dny)dny,, then
can be expressed via the lattice density, Sy=[(dvy/dn)
+(3y/ Inyy)]6ny,. The strength of the Ic interaction, thus, de-
pends on the sum of both density derivatives, (dy/dn)
+(dyl dny,) and (3T, / dn)+ (9T ./ dnyy).

Second, a model in which the Ic interaction is mediated
by the electrostatic potential has been discussed.”® Since the
theory of the electrostatic potential has been developed under
the approximation of a stiff lattice, the Ic interaction obtained
within this model depends exclusively on the derivatives
with respect to the electron density, dy/dn and dT,/ on.

The phenomenological approach is more general being
applicable to all materials, while the electrostatic approach is
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limited to cases in which the dependence on the electron
density dominates. On the other hand, the electrostatic ap-
proach offers a natural picture of the surface, in particular,
one can easily see that the electrostatic field of the surface
dipole contributes to the forces deforming the crystal lattice.”
Studies within the phenomenological approach have not no-
ticed the surface tension.

In this paper we derive a phenomenological theory which
unifies both approaches. To this end it is necessary to take
into account the charge of a deformed lattice in the electro-
static potential and to allow for Ic interaction which is not
covered by the (mean) electrostatic potential. To avoid
lengthy formulas or nontransparent tensor notation with nu-
merous indices, we restrict our attention to the interaction
between the lattice compression and the condensate. We ne-
glect the interaction between the condensate anisotropy and
shear deformations of the lattice. Interaction of the supercon-
ducting condensate with a deformation which can be inter-
preted as a mutual displacement of sublattices has been dis-
cussed in Ref. 10.

A. Origin of two mechanisms

There are various microscopic mechanisms due to which
material parameters of the superconductor depend either on
the density of electrons or on the deformation of the crystal
lattice. Although our discussion is independent of actual mi-
croscopic mechanisms, we find it profitable to outline some
of these possibilities so that the need to treat perturbations of
the electron density and the lattice density independently be-
comes more apparent.

The Sommerfeld vy is proportional to the single-spin den-
sity of states N, at the Fermi energy, 7=§7T2k123N0. The den-
sity of states naturally depends on the value of the Fermi
energy, which itself depends on the electron density. In this
way the Sommerfeld y depends on the electron density.

The density of states also reflects the electron band struc-
ture. For example, the saddle points giving a high density of
states are quite sensitive to atomic spacing. Moreover, in
ionic crystals of high-7. superconductors the charge transfer
between sublattices depends on the lattice deformation. The
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Sommerfeld y thus depends on the lattice deformation via
mechanisms which are distinct from changes in the electron
density.

The critical temperature is an even more complex quan-
tity. For simplicity we express it within the BCS approxima-
tion 7.=0.850, exp(-1/N,V). Apparently, T. depends on
the electron density and the deformation via the density of
states. Besides this, there are additional contributions via the
interaction potential V and the Debye temperature ® . For
example, a compression of the lattice increases the mass den-
sity, which results in a slower velocity of sound. This reduces
the Debye temperature O, leading in some superconductors
to a decrease in T, under an applied pressure.!!

The above-mentioned mechanisms of the density depen-
dence work in pure materials. Let us mention a mechanism
specific for dirty superconductors. In metals doped by para-
magnetic impurities the dominant pressure dependence of 7,
results from the electron density dependence of the magnetic
scattering relaxation time.!?

B. Plan of the paper

In Sec. I we introduce the free energy which combines
the condensation energy of Ginzburg and Landau (GL), the
energy of electric and magnetic fields, and the deformation
energy. In Sec. III we present the set of equations derived
from the Lagrange variational principle. In Secs. IV and V
we focus on the electrostatic potential and the strain, respec-
tively. In Sec. VI we write down an effective free energy for
deformable superconductors, and Sec. VII is the summary.

II. FREE ENERGY

We start from the free energy and employ the Lagrange
variational principle to derive all stability conditions. Fol-
lowing GL, the free energy of the superconducting state

1

2m

1
fo=fut g+ S + I iRV =" Ayf (1)

is defined as a biquadratic function of the GL function . The
gradient term has a form of the kinetic energy with the Cop-
per pair mass m™ and charge ¢*=2e.

The GL free energy is added to the free energy of the
normal state

1 1
fa=fo+epn—ny) = ~eVel*+ ——|V X AP, (2)
2 2o

The normal free energy covers the magnetic energy (last
term), the electrostatic energy (second and third terms), and
the local free energy f).

The local free energy f, is a function of the electron den-
sity n, deviations of atomic positions u, and temperature 7,

f():fo(”,u’T)- (3)

According to the theory of elasticity,'? the free energy does
not depend directly on the vector u but only on its deriva-
tives expressed via the strain tensor
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There is no term explicitly attributed to the interaction
between the deformation u and the superconducting conden-
sate; however, this interaction has a number of hidden con-
tributions. First, it is mediated by the electrostatic force. Sec-
ond, the GL parameters «,8,m" depend on the density of
electrons and on the deformation u.

For simplicity we will assume that the GL parameters a,
B, and m* depend on the strain exclusively via the crystal
density n,.. In other words we neglect effects of shear defor-
mations which break the isotropy of the system. The reader
interested in the anisotropic interaction is referred to papers
by Miranovi¢ et al.’> or Cano et al.®

In general, the lattice charge density in deformed crystal
is a nontrivial problem since ny, describes the ionic charge
and the deformation can change ionicity. We will assume that
the ionicity is constant so that the charge is given by the
divergence of atomic shifts

Mg = 1ol 1 = (V- )] = no(1 = uyy — uzy — us3). (5)

Now all components of the free energy and material de-
pendencies are specified. It remains to derive the equations
for the individual fields. To this end we employ the Lagrange
variational principle.

III. LAGRANGE VARIATIONAL CONDITIONS

The free energy f, depends on the following independent
variable fields: the vector potential A, the complex GL func-
tion ¢, the electrostatic potential ¢, the electron density n,
and the vector of atomic shifts u. The corresponding varia-
tions are well established,'#'® therefore, we present the re-
sulting equations without derivations. We note that the vector
and scalar potentials are in the Coulomb gauge, (V-A)=0.

The A variation yields the Ampere law,

VA =- ,uoe—*Re Y= ih V —e*A)ip. (6)
m

The 171 variation results in the GL equation,

(—ih V- e*A)—(=ih V — " A) i+ ayp+ BlyfPwr=0.

2m*
(7)

The less usual form of the kinetic energy is a Hermitian
operator also for an inhomogeneous mass m*. The dependen-
cies of the material parameters «, B, and m” on the lattice
deformation u, and the electron density n are rather weak but
essential for specific problems such as the vortex pinning by
the strain around dislocations or for the effect of the elastic
energy on the arrangement of vortices.
The ¢ variation recovers the Poisson equation,

~eVip=e(n—ny). (8)

In deriving this equation we have neglected the ionic contri-
bution to the dielectric function €, i.e., terms proportional to
€/ Onyy,.
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The n variation furnishes us with the electrostatic poten-
tial known as the Bernoulli potential,

ep=- D0 Eyp By G inv-ea)
1 dInm" N
o om W= ih V —e*A)ip. )

The density derivative of the local free energy f, is nontrivial
only if the system is perturbed from the homogenous state.
To make df,/dn transparent, it is necessary to expand it in
perturbations. This rearrangement is accomplished in Sec.
Iv.

The u variation gives the strain equation,

afO 2 &ﬂ 4
V—: ~V,——
R LA

any, - .
+Viep faty Vi~ ih V- e A)
(914[]

1 dlnm*

W= ih V —e*A) . (10)

We use the Einstein summation rule for doubled indices, e.g.,
Tl 213 17jhjm- The strain [Eq. (10)] includes terms which
are so far rather symbolic. In Sec. V we express all of them

in terms of elastic moduli and forces on the crystal lattice.

IV. BERNOULLI POTENTIAL

We start with a rearrangement of the Bernoulli potential
[Eq. (9)]. The first derivative of the local free energy with
respect to the electron density is the Fermi energy

afy

=Ep. 11
2= Ep (1

The Fermi energy itself depends on the electron density via
the Fermi-Dirac statistics and the exchange-correlation
potential.!” Besides, it depends on the lattice deformation via
the density of states. Setting the Fermi energy of unperturbed
system to zero, to the linear order in perturbations it reads

(12)

The Fermi energy E depends on the lattice deformation
via changes in the electron band structure. Within the isotro-
pic approximation we assume that it is proportional to the
perturbation of the lattice density

&EF ﬁEF ﬁnlat (9EF

ﬂnlat al/t anlal

Using approximation (13) in relation (11) we obtain [u;
=y +uy+uss)
ofy 0k, E

= on — nolt;;. 14
on  dn gy 0" (14)

The first term represents the Thomas-Fermi screening, and
the second one results from the charge inhomogeneity of the
deformed ionic lattice.
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A. Thomas-Fermi screening

Now we express the change of the Fermi energy in terms
of the electrostatic potential ¢. To this end we use the Pois-
son equation (8) in the form

- eVip=e(n+ngu;). (15)

Substituting &n from Eq. (15) in the Fermi energy [Eq. (14)]
we arrive at

J JEp € JoE oE
ﬁ il 03 v _<_F F)”Ouii

+ (16)

on  dnpy

on on e

The first term on the right-hand side can be expressed via
the Thomas-Fermi screening length

&EF € 2

E; =Nig. (17)

The Bernoulli potential [Eq. (9)] now reads

JEr JE 1% 10
€¢—)\%FV29<P=<_F+ F)”O”ii__Q/"J/'z n 'B|l/f|4
on  dnyy an

1 &lnm
+—ihV—e
on
X(—iﬁV—e*A)z,b. (18)

The electrostatic potential ¢ resulting from Eq. (18) has
two characteristic components, the free and the enforced one.
The free solution is nonzero only near the surface decaying
into the bulk on the Thomas-Fermi screening length Arg.
This solution is determined by a surface condition. We note
that the free solution plays an important role in the surface
dipole.'® Here we focus on the bulk properties, therefore, we
ignore the free solution.

Second, there is an electrostatic potential enforced by in-
homogeneities in the superconducting density |¢4* and the
lattice deformation as given by the right-hand side of Eq.
(18). We keep the name Bernoulli potential for this compo-
nent.

Two simplifications of the Bernoulli potential are at hand.
First, we can neglect N2:V2e¢. This is because gradients of
the GL function and the corresponding potential are on the
scale of the GL coherence length or the London penetration,
which are both much larger than the Thomas-Fermi screen-
ing length App. Second, the logarithmic derivative of the
Cooper pair mass m” is a small quantity and we can neglect
its gradient. Therefore,

com( 2 2, Oy 0B
on  dnpy on
dlnm* -
+ i LV —eA) Y.
n

(19)

Note that neglecting the term V2¢ in the Poisson equation
(15) implies the quasineutral approximation n=n,. In this
sense we can work with the nonzero electrostatic potential
[Eq. (19)] while using the local charge neutrality for pertur-
bations of material parameters.
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The Bernoulli potential [Eq. (19)] extends previous
results!®!% having two additional contributions. First, the
charge of the deformed ion lattice is represented by the term
cnou;=ny(V-u). Second, the effect of the charge perturba-
tion on the Cooper pair mass m™ is included.

B. From “nonlocal” to nonlinear corrections

The GL equation (7) multiplied by the conjugate GL func-
tion J/,

- 1
H=ihV—e'A)——(=ih V- e"A)y=— a|f* -
2m

(20)

couples the gradient term on the left-hand side with the non-
linear one B|y|*. This gives us the freedom to make the Ber-
noulli potential either a linear or a local function of the su-
perconducting density |#|>. We prefer the local but nonlinear

form,
(;EF &EF Jda d 1[1 m* 2
ep=\|—+ nou;—\ —+a ]
on  dny on on

l % dlnm* 4
_2((9n+2'8 on )M' @D

Apparently, there are a number of possible additional re-
arrangements of the Bernoulli potential. Since we study the
interaction between the superconducting condensate and the
lattice deformation mediated by the Bernoulli potential, form
(21) is optimal as it is expressed in terms of u;; and [#]>.

V. STRAIN EQUATION

The strain equation (10) is rather involved as it contains
gradients of derivatives with respect to tensor components of
the strain. The major simplification follows from the assump-
tion that all material parameters related to the superconduct-
ing phase depend on the strain exclusively via the lattice
density ny,, i.e.,

Ja Jda

== gy (22)

(?Izli i ﬁnlat
and similar for B and m*. Within this isotropic approximation
the strain equation can be rearranged in a manner which in
many steps parallels the treatment of the Fermi energy in the
previous section.

A. Stress

The stress tensor has a general form of

Pji= Njindgg- (23)

The moduli matrix A has 81 elements, but only 27 of them
are independent.'?

Now we express the moduli tensor A in terms of the free
energy f. We start with the strain derivative of the local free
energy
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9fo _ &fo Pfo

ukl+
&ui] (91/{ z?ukl (?u” on

on, (24)

which we have expanded in perturbations. The second term

of expansion (24) can be expressed with the help of the al-
ready specified strain derivative of the Fermi energy

Pfy _IEp _ Ep

&uij on a 1“714,/ - ﬁnlat

Finally we use the Poisson equation (15) to eliminate the
perturbation of the electron density on from the stress,

J & IEr
ﬁ = ¢Mk] + 5 Uk ng (26)

&uij ﬂu,,&ukl on Nyt

We have neglected the term 5], po
portional to N3:V2e.

An additional contribution to the stress results from the
Coulomb interaction of the ionic lattice with itself. To make
it explicit, we have to rearrange the electrostatic term of the
strain equation (10) with the help of the Bernoulli potential
[Eq. (21)]

Sy~ B V24 because it is pro-

anlat

e =— O;nye
¢ (914,/ jitto ¢
(7EF IER da JdIlnm"
= Gjin + noji+ Ojing| —— + @
on  dnpy on on
1{dB dlnm
X[yf? + 5,,’105(% +2p )|¢|4 (27)

The first term represents the Coulomb interaction of the lat-
tice with itself. Other terms represent the interaction of the
lattice with the superconducting condensate.

The stress tensor collects all contributions to the strain
equation (10) which are linear in the strain u. The moduli
matrix, thus, reads

&fo

JEp aEF> 5
ﬂu 8uk1

+9; 5,,(( + ng. (28)

A jilk =
Nat on

Here the second term arises from the increase in the electron
liquid energy under a volume compression.

B. Deforming force

In terms of the stress equation (23) the strain equation
(10) reads

Vipji=F, (29)
where
Fi= Vj|:5]in0(a_a ra In m*) - a—a} |t
on on duj
+V,[@inol<§+zﬁ%> ;jﬂ }lwl“
+Vj&1nm*g7/(—lﬁv—eA (- ih V —e*A)y
du;
(30)
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is the force (per unit volume) deforming the crystal. We have
neglected the gradient of dIn m™/ du;;.

In the isotropic approximations (22) the deforming force
[Eq. (30)] simplifies to a gradient

Fi=—n0ViU (31)

of the effective potential

Jda  da dlnm”  dlnm"\
U=—|—+ +a +a |y

on  dny, on m
1({¢ ) d1lnm* dInm*
——(—B+—ﬁ +28 +2p )|¢/|4.
2\dn  Inyy on My

(32)

We have used Eq. (20) to replace the gradient term of Eq.
(30) by the nonlinear one.

As one can see, the force is given by the biquadratic ef-
fective potential with two material parameters,

da da  Jdlnm*  Ilnm"
a= + —+a +a ,
ony; on Ny on
d d dlnm* d1lnm*
b= 9B + 9B + +28 . (33)
e on o an

In both terms the derivatives enter in the same way as if one
takes the volume or density derivative assuming the strict
local charge neutrality. For lead with a constant Cooper pair
mass m”, parameters a and b are derived in the Appendix.

C. Isotropic model

The simplest and mostly used isotropic model uses only
two elastic moduli. The bulk modulus K measures changes in
the specific volume, and shear modulus u is the only coeffi-
cient of all volume-keeping deformations. For the isotropic
system the strain equation (29) simplifies to'?

4
<K+§,U,)V(V~u)—,uv XV Xu=F, (34)

where the force acting on a unit volume of the lattice is given
by the gradient as

1
F=aV|1//|2+EbV|¢//|4. (35)

Together with Eq. (33) this is our final result for the strain
equation.

VI. EFFECTIVE FREE ENERGY

For studies of the lattice deformations it is not necessary
to evaluate the electrostatic potential. In this case one can use
a simplified free energy

1

2m

1 1
fi=alf+ Bl + —— (= ih V- " A)y* + —|V X A]?
2 29
I Lol
+ EAijkluijukl — aug|yl* - Ebuii|¢| . (36)

This free energy depends on the vector potential A, the GL

PHYSICAL REVIEW B 78, 174516 (2008)

function ¢, and the displacement u. All material parameters
a, B, m*, A, a, and b are now constant in space and do not
undergo variations.

By the Lagrange variation in the free energy f, with re-
spect to the vector potential A one recovers the Ampere law
[Eq. (6)]. The variation in f] with respect to the displacement
u yields the strain equation (29) with the force [Eq. (35)].

The effective free energy f, is not exactly equivalent to
the full free energy f,, however. By the variation in f, with

respect to the GL function  one arrives at the GL equation

itV = ¢ AV () (B b =0,
m

(37)

Unlike the full GL equation (7), here the strain effect on the
Copper pair mass m”" is absent. It is mimicked by the m™ part
of the strain effect on the effective potential [see a and b as
given by Eq. (33)].

VII. SUMMARY

Starting from the free energy of the GL type we have
derived the force which deforms the crystal lattice in the
presence of the inhomogeneous superconducting condensate.
Neglecting terms proportional to the square of the small
Thomas-Fermi screening length, we have rearranged the de-
forming force into the gradient of the biquadratic function of
the GL function.

Although we took into account perturbations of the charge
neutrality and included the electrostatic potential, our result
has confirmed that the assumption of the strict local charge
neutrality can be applied for the evaluation of the force de-
forming the lattice.

Based on our results, we have proposed an effective free
energy which is simpler in being independent of the electro-
static potential and the density of normal electrons. More-
over, all its field variables are explicit so that there are no
hidden interaction mechanisms. In particular, it has no strain
effect on the Copper pair mass m™. Contributions of these
eliminated variables and dependencies are covered by the
effective local but nonlinear interaction.

ACKNOWLEDGMENTS

This work was supported by research plans MSM
0021620834 and Grant No. AVOZ10100521; by Grants No.
GACR 202/07/0597, No. 202/08/0326, and No. 202/06/
0040; by Grants No. GAAV 100100712 and No.
TAA1010404; by PPP project of DAAD; by DFG Priority
Program 1157 via Grant No. GE1202/06 and the BMBF; and
by European ESF program NES. The financial support by the
Brazilian Ministry of Science of Technology is also acknowl-
edged.

APPENDIX: INTERACTION PARAMETERS

Here we derive the interaction parameters a and b for
lead. For simplicity we treat lead as the nearly free-electron
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metal; i.e., we assume that the lead band structure does not
change with the deformation. This implies that the density of
states does not depend on the lattice density; therefore,

dy
anlut

=0. (A1)

For the free-electron approximation the Sommerfeld y de-
pends on the electron density as!”

2312
T kg 3
v= (—) —hzmn .

3 (A2)

In the free-electron approximation and a pure supercon-
ductor, the Cooper pair mass is twice the electron mass, m"
=2my; therefore, it is independent of electron and lattice den-
sities

dlnm* Jdlnm

= =0 (A3)
dlnny  d1Inny

and

o"lnm*_ﬁlnm_

dlnn  dlnn

(A4)

These derivatives imply that the interaction parameters a and
b from Eq. (33) depend exclusively on the density deriva-
tives of GL parameters « and S3.

The constant mass m also simplifies the density deriva-
tives of the Sommerfeld y

Jdl
2Y (AS)
d 1In nyy
and
dIn 1
Y_2 (A6)
dlnn 3

A simple estimate of GL parameters follows from the
Gorter-Casimir two-fluid model as

a=—(T"-T> (A7)
2n
and
VI
" (A9

We put the actual temperature 7" equal to the critical tempera-
ture 7. after performing derivatives.
From relation (A7) it follows that

da YT, 0InT,

= A9
on n? dlnn (A9)

and
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da ny dInT,

= , A10
My n* d1In ny, ( )

where we have used the neutrality n=n,,, again after per-
forming derivatives. From relation (A8) it follows that

B yTi(z alny> 5912
dlnn)  12n%°

All
on 4n’ ( )

where we have used Eq. (A6). We also see that 8 does not
depend on the lattice density; i.e.,

B

ﬁnlat

=0. (A12)

To complete the estimate we need the density derivatives
of the critical temperature. The derivative with respect to the
electron density we evaluate from the BCS formula

T.=0.856pe" /"N, (A13)

where the Debye temperature 6, and the BCS interaction V
are approximately independent from the electron density

dInT. 1 dlnNy 1 0.856,
= = —In
dlnn  VNydlnn 3 T.

(A14)

We have used that the Sommerfeld y is proportional to the

. dInNy  9ln 1
density of states N, so that —— ——Ya na=3

The change of the critical temperature in lead with com-
pression has been experimentally established by Hake and
Mapother?® from the pressure effect on the critical magnetic
field. They provide the change with the volume ()

dInT. JdInT, JInT,
dlnQ  dlnn  Jlnny

=2.89. (A15)

The remaining material parameters of lead are T,
=7.2 K, 0p=105 K, y=163 Im> K32, and =n
=13.210%® m™. From Eq. (A9) we thus obtain

Ja 5
n—=-3.3510"" eV, (A16)
on
while from Eq. (A10) it follows that
Jda
n— =7.3410" eV. (A17)
Nyt
Finally, Eq. (A11) yields
J
nz—B:—3.3310_7 eVv. (A18)

We have scaled all quantities with the density so that one can
compare them with the condensation energy per Cooper pair
2

T: _ . L .
%: 1.991077 eV. On this scale the resulting interaction pa-
rameters are

na=3.9910" eV,

n’b=-3.3310"" eV. (A19)
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