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In this talk, I will focus on the (potential) marriage between dynamical mean-field theory in its more ad-
vanced incarnations (multiband, dynamical cluster approximation, non-equilibrium DMFT) and matrix-
product state based methods for the inevitable impurity solver which is needed to provide equilibrium
and non-equilibrium Greens functions. I will highlight the pros and cons of this approach and show that
a key ingredient for success is a careful rethinking of the conceptual foundations of matrix product states.
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b)   tDMRG 150K
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FIG. 5: (color online) Finite temperature behavior. a) INS
data at 150K is accurately described by, b), the tDMRG sim-
ulation. c-f) The temperature dependence at k = π. The Lut-
tinger liquid theory agrees with the INS at low energies and
temperatures. The tDMRG calculations however give precise
agreement over the full energy and temperature range. Re-
maining differences at low energies are due to the interchain
coupling and the background subtraction procedure.

a quantitative description of the truncation of spinon
states. The vertex operator approach is compared to the
constant energy cuts (Fig. 3) and unlike the MA provides
accurate agreement with the measurements throughout
the Brillouin zone including at highest energies. The
VOA can also be used to assess the relative importance
of 2- and higher-spinon contributions to the scattering.
Considering only 2-spinon processes (dashed line) shows
marked differences from the measurements above 30meV
and away from k = 0, π. Therefore, as suspected in
Ref. [38], and very recently shown in Ref. [39], higher-
order spinon processes must be included. Finally, unlike
the nonlinear LL field theory, the Bethe Ansatz computa-
tions are able to capture the threshold singularities quan-
titatively throughout the Brillouin zone (Fig. 4). Fur-
thermore they also agree with the cutoff from 2-spinon
processes at the upper threshold, which is not a MA type
step function but a square-root cusp.

tDMRG for finite temperatures – The problem of the
finite-temperature DSF remains for the moment inacces-
sible to these exact integrability-based methods. How-
ever, finite-temperature response functions of 1D sys-
tems, like ⟨Sa

j (t)Sb
j′ (0)⟩ in Eq. (2), can be evaluated in a

quasi-exact manner up to some maximum reachable time
tmax on the basis of the time-dependent density matrix
renormalization group (tDMRG) [40–42]. A correspond-
ing scheme, introduced in Ref. [43], is based on a sequence
of imaginary-time and real-time evolutions during which
the occurring many-body operators are approximated in
matrix product form. As described in Refs. [43] and [44],
one can use linear prediction [45, 46] to extend the ob-
tained data from the time-interval [−tmax, tmax] to infi-
nite times before doing the Fourier transform in Eq. (2)
that yields the DSF. A difficulty in the DMRG simu-
lations is the (typically linear) growth of entanglement

with time [47–49]. In tDMRG calculations, this leads to
a severe increase of the computation cost and strongly
limits the maximum reachable times tmax. It is only due
to a novel much more efficient evaluation scheme for the
thermal response functions [50–52] that we are now able
reach sufficiently large tmax such that the linear predic-
tion becomes very accurate and, precise structure factors
can be computed.

The tDMRG simulations compared to finite tempera-
ture KCuF3 INS data – The results shown in Fig. 5, give
the first application of this optimized tDMRG scheme
[50, 51] to determine the full momentum- and energy-
dependence of the DSF at T > 0. The simulations
were carried out with systems of 129 sites and a DMRG
truncation weight [53] of 10−10, guaranteeing negligible
finite-size and truncation effects. The tDMRG results
clearly provide an excellent description of the experimen-
tal cross-section without adjustable parameters except at
lowest energies where the interchain coupling is signifi-
cant. As mentioned before, the linear LL theory allows
finite temperature comparison at k = π, however the as-
sumption of a linear dispersion results in strong discrep-
ancies at higher energies and temperatures. In contrast,
tDMRG is able to accurately describe the system over
the full energy and temperature range. It also provides
an accurate description of the INS data throughout the
Brillouin zone (not just at k = π as for the LL theory).

Conclusion – Detailed comparison to high-quality in-
elastic neutron scattering data shows the inadequacy of
conventional approximations for the dynamic structure
factor of the 1D S-1/2 HAF. Instead, excellent agree-
ment is found with new theories based on exact solu-
tions. These comparisons directly show the importance
of computing cross-sections beyond 2-spinon terms, and
the correct fitting of the high-energy cutoffs. Further-
more we have shown that the data at finite tempera-
tures can be modeled by a novel DMRG method, giv-
ing excellent agreement over the full temperature, energy
and wavevector range. This paper demonstrates that the
combination of integrability and DMRG calculations pro-
vides a solution to the long-standing problem of the re-
sponse of the 1D S-1/2 HAF over all experimental param-
eters. We anticipate that these powerful techniques will
in the future be successfully applied to other problems
in low-dimensional magnetism as they allow for unam-
biguous identification of deviations due to experimental
phenomena [54] and approximations in other theoretical
approaches.
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Figure 1: Spectral function from neutron scattering at spin chains: experiment versus DMRG.


