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We study how Hamiltonian structures reduce from a microscopic lattice model
under the transition to a macroscopic continuum model. Thus, we provide tools
for constructing effective macroscopic Hamiltonians. In particular, we are inter-
ested in the case of modulations of plane waves having a microscopic structure.
Embedding the discrete system into a continuum one and using additional micro-
scopic phase variables we are led to a completely equivalent continuous system
that has additional first integrals associated with the translationally invariants in
space and phase variables. The phase velocity of the microstructure and the group
velocity of modulating pulse can then be factored out and suitable scalings lead to
a singularly perturbed system. Arguing formally the Hamiltonian converges to a
generalized I'-limit that governs the macroscopic modulation equation. Only for a
system without microstructure we are able to make the limit rigorous in showing
weak convergence to a nonlinear Klein-Gordon equation.

The derivation of macroscopic equations for discrete models (or continuous
models with microstructure) can be seen as a kind of reduction of the infinite
dimensional system to a simpler subclass. If we choose well-prepared initial con-
ditions, we hope that the solution will stay in this form and evolve according
to a slow evolution with macroscopic effects only. We may interprete this as
a kind of (approximate) invariant manifold, and the macroscopic equation de-
scribes the evolution on this manifold, the functions A defining kind of coordi-
nates. We refer to [Mie91] for exact reductions of Hamiltonian systems and to
[DHMO06, GHMO06a, Mie06b, GHMOG6b] for the full details.

1. DERIVATION OF NLS VIA HAMILTONIAN TWO-SCALE REDUCTION

As the easiest example we consider the one-dimensional Klein-Gordon chain

.. 3 .
Zj =xj41 — 2z +xj1 —axj —bx;, jEL.

The sum of the kinetic and potential energy gives the Hamiltonian
H(x,%x) = Zjez (%j?—}—%(xj+1—xj)2+%$?+%17?) :
We embed the discrete chain on Z into the cylinder = = RxS!, where S! contains
the additional microscopic phase variable. The continuous Hamiltonian system is
1) 0u = Ag,ou — au + bu? with a >0, u e L%(2),
and A(Eﬁ)“(ﬁv (b) = ’LL(T]—’-E, ¢+5) - 2U(7’], ¢) + u(n_sv ¢_5)
Introducing p = 0w this is a canonical Hamiltonian system with
2
HeM(u,p) = [z 39° + 5 (Vaou)” +3u® + fu'dnde.
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This system contains the KG chain exactly, because it decouples completely into
an uncountable family of KG chains just displaced by (1, ¢) € [0,1) xS!. Moreover,
(1) is invariant under translations in the spatial direction 1 as well as in the phase
direction ¢. This leads to the two first integrals I*P(u,p) = prBnu dn d¢ and
IPM(u,p) = [2 pdyudnde. Using the symmetry transformation

~ S h
(u,p) =TT,

(w—ce)t(uvp)a H=H—cI*? — (w—ch)IPP

the associated canonical Hamiltonian system Q°** (@, p;) = DH(4, p) on L(E)? is
still fully equivalent to a family of uncoupled KG chains.

Introducing a suitable scaling, which anticipates the desired microscopic and
macroscopic behavior, will exposes the desired limit. For this we let

(a(na ¢)aﬁ(na d’)) = (EU(ET]a ¢—977)a EP(ET]a ¢—977))a

which keeps the canonical structure (after moving a factor € arising from dy = edn
into the time parametrization 7 = £2¢). We obtain the new Hamiltonian

2 2
Ho(U, P) = fo 5 ([P-wlUs—2cU,]” + (Ve )U)
+aU? — [wPUg+ecPU, )" )+ 40 dydg,
where V(. g)U(y, ¢) = U(y+e, ¢+0)—U(y, ¢). The modulation ansatz now reads

(U(y, ¢), P(y,9)) = Re(A)(y. ¢) = (Re A(y)e'”,wRe A(y)e'?) + O(e),
and leads to H. (R-(A)) = Hyus(A)+0(e) and DR, (A)* Q" DR, (A) = Q"4+0(¢)
with
Hys(A4) = [pww’|Ay)2 + 2|A*dy  and Q™ = 2iw.
Thus, the macroscopic limit is the one-dimensional nonlinear Schrodinger equation
2iwA, = —2ww” Ay, + 3b|A]2A.

A rigorous justification of this micro-macro transition is given in [GM04, GMO06].

2. A WEAK CONVERGENCE RESULT

For static problems there is a rich literature concerning the I'-convergence of
potential energy functionals of discrete models to continuum models (cf. [FJ0O,
FT02, BG02, BLMO06]). Here we want to summarize some first results for dy-
namic problems that rely on weak convergence. In [MieO6a] it was shown that
linear elastodynamics can be derived from a general linear lattice model. How-
ever, this result used exact periodicity and linearity in an essential way. The
abstract approach presented in [Mie06b] has its main advantage in the flexibil-
ity, which allows for applications in nonlinear and macroscopically heterogeneous
settings.

In particular, it can be applied to polyatomic Klein—Gordon chains, which we
also allow to have large-scale variations in the stiffness and masses. The KG chains
under consideration are assumed to have a periodicity of N on the microscopic
level, may change also on the macroscopic scale y = €7, and are all bounded
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from below by a positive constant. The KG chain is then given by the canonical
Hamiltonian system on £? x £? via

. 2 () 2h (e 20 (e
(2) HTCop)= 2 (st + L (@41 =)+ YD g2 S o),
J

where [j] = jmod N. To derive a suitable continuum model we embed ¢? x ¢? into
Z. C Z = Zy = H'(R) x L(R) via

(u,v) = E.(x,p) with (u(ej),v(ej)) = (z;,p;) for all j € Z

with Z. = { (u,v) € Z | ul[jcjte) affine, v|(cj_c/2, cjte/2) constant }
Theorem [Mie06b] Let (2, p) : [0, T/e] — £? x £2 be solutions of the canonical
Hamiltonian system associated with HY¢ in (2). If for T = 0 we have

(é M('(,)'/E)>E€(;§€((TT//E€))> B (M’%?(T)) "

then this convergence holds for all T € [0,T], where (u,v) : [0,T] — Z is a solution
of the macroscopic wave equation arising from the canonical Hamiltonian system
with Ho(u,v) = [ grgyo? + 252 (w)? + F52u? + Su' dy, where M*(y) =

+ Zivzl my(y) and similarly for B*(y) and C*(y), whereas A,(y) = 1/ Zivzl akl(y)

is the harmonic mean.

REFERENCES

[BG02] A. BrRAIDES and M. S. GELLI. Limits of discrete systems with long-range interactions.
J. Convez Anal., 9, 363-399, 2002. Special issue on optimization (Montpellier, 2000).

[BLMO6] T. BLESGEN, S. LuckHAUS, and L. MUGNAL Discrete free energy functionals for elastic
materials with phase change. In A. Mielke (ed), Analysis, Modeling and Simulation of
Multiscale Problems, pp. 425—434. Springer Verlag, Berlin, 2006.

[DHMO06] W. DREYER, M. HERRMANN, A. MIELKE. Micro-macro transition for the atomic chain
via Whitham’s modulation equation. Nonlinearity, 19, 471-500, 2006.

[FJOO] G. FRIESECKE, R. D. JAMES. A scheme for the passage from atomic to continuum theory
for thin films, nanotubes and nanorods. J. Mech. Phys. Solids, 48, 1519-1540, 2000.

[FT02] G. FRIESECKE, F. THEIL. Validity and failure of the Cauchy-Born hypothesis in a two—
dimensional mass—spring lattice. J. Nonlin. Science, 12, 445478, 2002.

[GHMO6a] J. GiaNnNouLIS, M. HERRMANN, A. MIELKE. Continuum description for the dynamics
in discrete lattices: derivation and justification. In A. Mielke (ed), Analysis, Modeling
and Simulation of Multiscale Problems, pp. 435-466. Springer-Verlag, Berlin, 2006.

[GHMO6b] J. GiaNNOULIS, M. HERRMANN, A. MIELKE. Lagrangian and Hamiltonian two-scale
reduction. In preparation, 2006.

[GMO04] J. GIANNOULIS, A. MIELKE. The nonlinear Schrodinger equation as a macroscopic limit
for an oscillator chain with cubic nonlinearities. Nonlinearity, 17, 551-565, 2004.

[GMO06] J. GIANNOULIS, A. MIELKE. Dispersive evolution of pulses in oscillator chains with gen-
eral interaction potentials. Discr. Cont. Dynam. Systems Ser. B, 6, 493-523, 2006.

[Mie91] A. MIELKE. Hamiltonian and Lagrangian flows on center manifolds. With applications
to elliptic variational problems, volume 1489 of Lecture Notes in Mathematics. Springer-
Verlag, Berlin, 1991.

[Mie06a] A. MIELKE. Macroscopic behavior of microscopic oscillations in harmonic lattices using
Wigner-Husimi measures. Arch. Rat. Mech. Analysis, 181, 401-448, 2006.

[Mie06b] A. MIELKE. Weak convergence methods for the micro-macro transition from from dis-
rcete to continuous systems. In preparation, 2006.

3



