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Two-Component Solitary Waves in
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The dynamics of two-component solitary waves in hydrogen-bonded chains in an ex-
ternal force and damping is investigated. The influence of the motion and the optical
mode of the heavy ion sublattice on the portion sublattice is discussed. It will increase
the soliton width and decrease the soliton mobility. The general expression for the kink
soliton soliton is obtained. The velocity, the mobility and conductivity of the kink soliton
are calculated. The results are in good agreement with the experimental data.
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1. INTRODUCTION

There is a large number of hydrogen-bonded condensed matter, organic and
biological systems that are characterized by the formation of hydrogen-bonded
molecular chains. The motion of the proton plays an important role in the phase
transition of hydrogen bonded ferroelectrics and the conductivity of ice. Proton
conductivity in hydrogen-bonded substances has attracted attention because of the
observed protonic conductivity along the chain being aboét+10@ times larger
than that in the perpendicular direction (Gorden, 1987; Pang and Muller-Kirsten,
2000). The one-component soliton model for proton transport in a hydrogen-
bonded chainin the presence of a constant external force is investigated by Gordon
(1987). Considering the influence of motion of the heavy-ion sublattice on the
proton sublattice, the two-component soliton model was suggested by a number of
authors (Cheng, 2000; Xu and Huang, 1995). However, the heavy-ion sublattice
is not an ideal simplex atomic lattice. The heavy ion has an internal vibration,
as, e.g. the amide-I vibration in the peptide groupdfelical protein (Xu, 2000).
Therefore, inthis paper, we discuss the influence of the motion and the optical mode
of the heavy-ion sublattice on the proton sublattice, in the presence of an external
force and damping, based on the two-component soliton model. In Section 2 we
present the model Hamiltonian and derive the equations of motion of the system.
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In Section 3 we give the corresponding soliton solution. In Section 4 we investigate
soliton velocity and conductivity. Finally in Section 5, we discuss the results and
conclusions.

2. MODEL AND EQUATION OF MOTION

We assume that the coupling between the proton sublattice and the heave-ion
sublattice is nonlinear in the model of the two-component soliton of hydrogen-
bonded chains. The Hamiltonian of the system may be written as a sum of three
terms

H = Hp + Hh + Him (1)

where

Hy=" {%ml[uiz + w(Uir1 — uj)?] + V(“i)} )
J

is the Hamiltonian of the proton sublattiae; is the mass of the protony, is the
characteristic frequency of the proton sublattice and

A B
V() = —5uf + Juf ®)
is the proton anharmonic potential in each hydrogen bond, and coeffidd¢nts
B > 0.
Hp in the Eq. (1) is the Hamiltonian of the heavy-ion sublattice.

1 ..
Ho = > Smaliif + @30n1 — m)? + 25nf] (4)
i
wherem; is the mass of heavy iam; is the characteristic frequency of the heavy
ions sublattice, and2, is the frequency of the optical mode of the heavy-ion
sublattice (Peyrardt al., 1987).
Hint in the Eq. (1) is the Hamiltonian of the proton—ion interaction.

= Y Lo (02 - ) ®)

wherey is coupling constant between the proton and the heavy sublattice.
In the continuum approximation model, the Hamiltonian can be written as
(Cheng, 2003; Davydov, 1991).
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where
_ A, B,
V(u) = SU+ U (7)

Here,u(x, t) andn(x, t) are the displacement fields of the proton (m@as} and

the heavy ion (massn,), respectivelyl is the lattice spacingC, = w;l and

Uo = wyl are the characteristic velocities of the proton and the heavy-ion sub-
lattices, respectivelyk = xI2 is the coupling constant between the two sublat-
tices. The Lagrange density of the system corresponding to Eq. (6) can be written
as

1 1 1 1
L=T-U= émlut2 + Emznf - émlcguﬁ — Emzugnﬁ
_ } 2.2 _ h 2_ 2
5> M282n” — V(U) >1(u” — ug) 8
uO

The Euler—Lagrange equations of motion from (6) and (8) are
2k 1 dV(u)
MU+ -
mqu3 m; du

Uit — Cguxx + 0 (9)

k (U —ug) +Qn=0 (10)

mpug

Nt — Ugnxx +

3. SOLITON SOLUTION

Inthe presence of external force and damping, because of the fact that response
of the heavy ions to the force and damping are very much less than for the protons,
the force and the damping terms are only introduced in the equation of motion for
the protons [6]. The equations of motion (9) and (10) are replaced by the following
equations.

au 1dvV()

Ut — C2Uyy + 2 u+ri— + F (11)
t 0Txx mlugn ! at mq du
k
Mt — Vnxx + ot (u2 — uﬁ) +Q27=0 (12)

whereTl'; is the damping coefficient for the proton aRds the external force on
the proton.
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The partial differential Egs. (11) and (12) in the independent variables
andt can be reduced to ordinary differential equations in the varialig the
substitution.

E=x—ut (13)

whereuv is the velocity of the moving frame, after the transformation (13), Eq. (12)
can be written as

k
2 2 2 2 2
v T];::g — UOTI;::S + m—2u2 (u — UO) + QO)’} = 0
o

whenv = vg, we get

k(u? — u2)
= 14
n o222 (14)
Equation (11) becomes
1 dV(u)
2 2
Ugs — CoU u—Tueu — =F 15
UpUgs — ColUgs + 2" wolle + 11 (15)
Substituting Eq. (14) into Eq. (15), we obtain
A 2k?
2 2
—C)Usse — Fvgug — [ — — ———= | u
(v5 = Co)Use — Trwols (ml mlmzugszg)
B 2k? e'E
+<——ﬁ)u3— =0 (16)
My Mymaug€25 my

Wheree* is the effective charge of the solitoR, is the external electric field.
Usually,v2 < c2, we have

ok

—C2Ugr — AU — yU 4 gud — =0 17)

my
Here

A 2k? B 2k?

A=T1vg,y = — — - _ =
1o, ¥ g mp mmuiQ2

_ 18
mp  mMmpu3R2 (18)

Using the phase-plane method (Garden, 1987) we shall obtain the kink solu-
tion, For this reason we introduce the following notation:

du

= 1
g =P (19)
Equation (17) can be written as

Cops + Ap — g(U — Ug)(U — Uz)(u — u3g) = 0 (20)
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where

1/2 o 1/2
y 1 3e*E (39
=2 = - — 21
Uy (39) cos{ 3arccos[2mly ( y (21)
1/2 * 1/2
. y 1 3e*E (39
U, = —2 (SQ) Cos{ 3 3arccos|: My ( > (22)
1/2 i« 1/2
. y T 1 3e*E (39
Uz = —2 (39) cos{ 3 + 3arccos[2m1y < > (23)

are the roots of the equation.

Therefore the kink-type solution which we seek corresponds to a trajectory
in the (o, u) phase Plane of the system of Egs. (19) and (20). From (19) and (20)
we obtain a differential equation for solution trajectory as

=]

ap

Cﬁpdu +4p —g(u —u)(u —u)(u—uz) =0 (24)
Equation (24) can be satisfied by a trajectory of the form
p = po(U — Ug)(u — Uy) (25)
Inserting Eqg. (25) into (24), we have
1 /g 1 (B %2 \"?
= 3= 7ae (e ) (20

The substituting Eq. (25) into (19) and integrating (19), we get kink soliton
solution

U= Uz + (Ug — Up)(1 — &/M)™? (27)
HereW is the width of the soliton
1 V2¢, (B k2 N\ M2
Po(Us —Uz)  Up—Ux \mMp  mmpuds

we see that the width of the soliton increase as interaction between the two sublat-
tices and the influence of the optical mode of the heavy-ion sublattice, The kink
soliton describes ion-type nonlinear defect because the charge density depends
directly onde = (—g—g) (Xu and Huang, 1995) Eq. (27) show that the motion

of this kink describes the propagation of the charge, According to the theory of
charge transport by solitons (Xu, 1993), the kink defect can capture and carry the
electron, i.e., it transports charge and energy along hydrogen-bonded molecular
chains.
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4. VELOCITY AND CONDUCTIVITY

The substitution of (25) into (24) gives kink soliton velocity along hydrogen
bonded molecular chains

3¢ /9 Co . 1 T 1 3eE [3g)Y?
Vo I 2u3 r,1( y)™“co 3 + 3 arcco 2y \ (29)

From (29) we obtain soliton velocity for a small external applied electric field

2m 12 3¢, E 12
E« (Y v = 0 9
3ex 30 myyI; \ 2

3c,e*E B k2 12
- 22 2m  mumpudQ2 (30)
I (A — mzugszg) 1 11112Ug340
If we define the mobility of the kink soliton as
vo =nE (31)

whereu, is given by (30), the mobility of the kink soliton is equal to

3Go€" B K\
n= #2 <— - ﬁ) (32)
r, (A K ) 2m; mlmzquo

mpu2Q2

This equation imply that influence of the coupling between two sublattices
and optical mode of the heavy-ion sublattice is to reduce the mobility, Wken,
Eq. (32) becomes mobility of soliton in one-component mode (Gorden, 1987).

If the densityN of the kink soliton is small enough to neglect kink—kink
interactions, Then we obtain the expression for the conductivity.

2 ) 12
a:NéuzwL)(B ki) (33)

2 2m; - m1m2u4§22
I (A T A% 0°“0

We have chosen the following set of model parameters in ieel@tC (Gorden,
1987; Xu, 1996)'; = 6 x 10" 571, Q, =600 cm?, ¢o = 1.1 x 1° cm s°%,
mp=17m,k=01eVA™1, A=492x 10°gs 2 B = 146 x 10%genr?s72,

N =8 x 10!° cm3, u, = 0.183 A. Taking e = 1.2 e, here e is the protonic
charge. The calculations according to Egs. (32) and 33,give4.5 x 10-2 cn?
V-lslandos =6.9 x 1072 Q=1 cm. These values are close to observed one
o =6.6x101°Q1cm! (Geicke, 1984).
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5. DISCUSSION AND CONCLUSIONS
Finally, we discuss the following two problems:

1. Inthe preceding discussion, approximation condition is written as

2myy (v \"?
E — 1 34
/ 3 (39) <« (34)
We use the date for ice and obtain
2m 1/2
Y (X)) —19x1vem (35)
3ex \3g

Taking Emax = 180 KV cnt?, we get

2myr 12
Emax / ? (?’:—g> —094x10° « 1 (36)

This shows that the Eq. (34) usually can be satisfied.
2. Now we can check the above-mentioned approximation:

vi/2 « 1 (37)

From the data for ice and takirf = 180 x 10° V cm~1, we have

2
3e'E [ B \Y? _
V2 [C2 = Vb /Co = [mlyrl (2—ml> =057x10%« 1 (38)

Therefore, the Eq. (37) can easily be satisfied.

In conclusion, we have studied influence of the motion and the optical mode
of the heavy ion sublattice on the proton sublattice in hydrogen-bonded chains in
presence of an external force and damping, based on the two-component soliton
model, and show that it will increase the width of the soliton and decrease the
mobility. The solutions of the kink soliton is obtained. The velocity, the mobility
and the conductivity of the kink soliton are calculated. The calculated conductivity
is in satisfactory agreement with the experiment.
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