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This Supplementary Information is structured as follows: The first section (Supplementary Note 1)) describes

the derivation of Eq.(1) of the main text, i.e. 3(k,w) = f;r/‘(ik)
w+Hy

section (Supplementary Note 2|) gives further details about the numerical calculations for the 2D TI slab calculations.
Additional results and comparisons between the analytic self-energy formula and numerical calculations are shown in
the third section (Supplementary Note 3]).

and its immediate consequences. The second

Supplementary Note 1. ANALYTIC FORMULA FOR THE SELF-ENERGY
A. Derivation of the expansion

Our approach is based on a moments (or continued fraction) expansion of the Green’s function [IH6]. Following
references [7H9], the Matsubara Green’s function G, (iwy, k) (where n and p describe the orbital and spin degrees of
freedom, w,, is the Matsubara frequency and k is crystal momentum) can be expressed using the Fourier transform

of G(1,k):

B
Gp(iwn, k) = /0 TG, (T, k)dT. (1)
Here 7 is the imaginary time and [ is the inverse temperature. This expression can be rewritten as
TP
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Now, integration by parts yields
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This procedure can be repeated for the second term leading to
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Carrying out this procedure repeatedly we arrive at
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The derivatives of G,,,(7, k) can be computed using

G (7. K) = = (e, 7)) (,0)) = = e (6)
We get
Ci* = (Gyp(07, k) + Gp(B7, k) = —1 (7)
O = (0:G(0*, k) + 0:G(B™, k) = = ({[H.ey]. ] }) (8)
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i commutators



The Green’s function is given by
Giwn, k) = (iwy — (k) — X(iwn, k)~ (10)

where, depending on the degrees of freedom, all quantities can be matrices. Inverting the previous formula yields the
self-energy

1 . W,
Gl )~ T T

Jj=1

Y(iwn, k) = iw, —e(k) —

— (11)

(twn )7

In the limit of iw, — oo the last term can be seen as the sum of a geometric series. Therefore:

S(iwn, k) = iw, — (k) — (iwy) 1+Z(_1)n Ch n (Z(_l)n .Cn ) L

(iwn)" — (iwp)"
: (12)
> C = C
= —¢e(k) — (iwy 1" —= 1=
() = i) | 0" o+ (§_j< ) (M)n> +
Expanding in orders of % we arrive at the following expression for the self-energy:
Co(k) + C3(k
Y(iw, k) = —e(k) + p+ Ci(k) — %
1
Ca(k) + C1 (k) Ca(k) + Ca(k)Cr (k) + C3(k) 1\? (13)
+ 2 +0 o .

Note that C; are in general matrices. We can identify the poles of the self-energy by comparing with the expansion

A A AB 1)\*
iw—B_w+m2+O<<m>>’ (14)

For the deep Mott limit corrections from higher orders in the continued fraction are suppressed (see Sec/Supplementary|
Note 1 D)) thus the first order of the high-frequency expansion is sufficient to determine the self-energy. For the Hubbard
dimer discussed in section [Supplementary Note 1 G|we have checked that the expansions of Eq. and Eq[T4] coincide

up to fourth order in .
w

B. Application to the Hubbard-model

In order to arrive at Eq.(1) of the main text we have to compute the commutators in Eq. @ for the Hubbard model.

We consider a multi-orbital case with local Hubbard repulsion of strength U:

a O'U/ U
H= Z (Ekb - ﬂaab600’>cltagckba/ + 5 Z NiaocNia—0o (15)

kabo iao

where Ezb”"/ is the dispersion as a function of momentum k with orbital indices a and b as well as spin degrees of
freedom o and o’. The chemical potential is given by pu, ¢ ipdicates a lattice site and n is the number operator. We
call the on-site, k-independent terms of the dispersion €227, &,y

Up to second order in % (w being either iw,, or w + ), equation leads to

, U U2 1 U2 Xabao/(k)
aboo _ , _ , ~ 7
by (k,w) = 5 5ab5cra + 1 w(sab(sgg + 1 2 (16)



for the half-filled case. X“b""/(k) is given by

aboo’ aboo’ 2 aboo’ 2 aboo’
X b (k) = _Ekb + N qub dapdoor + N qub 5ab50,70’
q q
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qlj

where N is a normalization factor. Corrections to this expression depend either on the double occupations or on the
expectation value of hopping terms. As shown in section [Supplementary Note 1 C|these are much smaller then the
expectation values in x*77 (k).
For on-site terms (with a = b) the expectation values in the last two terms vanish and we arrive at

/ ’ 2 ’ 2 ’
ngirs(irte = 753g?s(i7te5ab + N Z 5gbgg 5ab500’ + N Zé_gboa 5ab5¢7,—o-’ (18)
q q

’
aboo

q sum to zero reduces to

which under the assumption that all diagonal ¢g-dependent terms in e

aboo’ — aboo’ 6ab' (19)

Xon-site — €on-site

This is consistent with what one would expect for on-site terms. Those can be exactly described within the atomic
limit, leading only to constant shifts of poles and zeros respectively. Going beyond the atomic limit we therefore
would not expect any renormalization.

For the remaining terms we have to evaluate the expectation values instead:

aboo’ _ aboo’ 4 aboo’ i(k—q)(ri—r; T T
Xrest (k) = —¢& - N2 E :gq e ( X ) Clafacjbfo’cla_acjb_al
qlj
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(20)

The prefactor in front of the expectation values in Eq. restricts j and [ to sites connected by a hopping in the
non-interacting dispersion. This can be seen by defining oo = [ — j and explicitly writing the dispersion as a sum over

all hopping directions :
4 boo i(k—q)(ri—r;) paboo’ _ 4 boo! igds i(k—q)de raboo’
m Zgg oo ez( q)(m rj)fl(; oo’ _ N Z t% oo’ Jig 562( q) afg oo
q,l,j q,a,8 (21)

-4 Z t%baol eikdg fgbo’a/
B

where f stands for either one of the expectation values in Eq. (20) and d, indicates the distance between two sites
with indices differing by a. Here it is assumed that dg # 0 or a # b, otherwise the corresponding expectation values
vanish (as already discussed for the on-site terms).

Considering the restrictions for [ and j, the first expectation value can be rewritten as
<C;a_UC;b_U/Clafa'Cjbfa"> = — (Nig—oNjb—o’). Now we define the correlation function Afﬁfg/ = Afﬁ?g/ which ful-
fills

1
(Na,—oMjp—or) = (Na,—0) (Njp—0r) — AT = i Ao, (22)

As shown in section [Supplementary Note 1 C|the second expectation value can be expressed using the same correlation
function:

(claoClortasciv-or) = 28782 (23)



Inserting the results into Eq. we get

X?é)sia (k) _ —12215%1700 eikdgA%baa (24)
B

which is just the renormalized non-interacting dispersion. As will be shown in the section below for certain limits of
the parameters the correlation function can be determined analytically, yielding

, 1 (tabcra')26
Aabocf _ = )
5 R (25)

aboo’\2
which leads to a renormalization factor of Sw
single-orbital cosine-dispersion.

The full self-energy is given by

U U?/4 ) U U?/4
Yaboo' (W, k) = —0aqp + = —0pp+ | ————— 26
’ ( ) 2 ’ (w - chst(k) — Xon-site aboo’ 2 b <w + Ho (kj) aboo’ ( )

, consistent with the the results of Pairault et al. [I0] for a

where ]EIVo(k) has been identified with —Xrest () — Xonsite- Note that X,est(k) has the opposite sign in respect to the
non-interacting Hamiltonian terms while xon-site has the same sign.

C. Correlation values

As discussed above the result of the high-frequency expansion depends crucially on the correlation value (ni;n;o).
In order to justify the above result for the analytic expression for the self-energy, in this section we provide numerical
and analytic evidence that (nwnjg> does indeed behave as assumed in the previous section.

1. Ezxpansion about the atomic limit

In order to estimate A;; we use an expansion of the thermal expectation value <O> = 2>, (n|exp(—BH + BuN)O |n).

The chemical potential term commutes with H and we can ignore it. After rewriting the exponential function as a
series,

(=BH)" (=B)* .
we restrict ourselves to the lowest order terms in ¢:
(Hy+ H)* =Hi+ > HYHHy+ Y HEHHLHHG + O(HY). (28)
a+b=xz—1 a+btc=x—2

The U and t subscripts correspond to the interaction and hopping parts of the Hamiltonian respectively. For
O = nyenjo the first order in ¢ vanishes and we get

exp(—BH) =) (_ii?)m ( 2 4+0(z— 2)5_—22 > hghihheh; + (’)(t4)> (29)

z a+b+c=x—2

where Hy = Uhy and H; = th; and the second term contributes only for x > 2. We can now make use of eq. in
the expression for the expectation value, with particular attention posed to the effect of the series of operators defined
by hy, hy and O on the number of doubly-occupied sites in the system. In this sense, it can be shown that at large SU
the contribution of each state to the sum is suppressed in a way proportional to the number of double occupations.
In first approximation, therefore, we are allowed to restrict our further analysis to states with no double occupations.
The final step is to determine the contributing states in the trace, by counting how many hopping processes defined
by Eq. are allowed for a given electronic configuration. The result depends on the relation between i and j:

2
(i) = 11+ =BUGN —daij>)
o o/ — 2 z
! 4 1+ {BUEN

(30)



where d;;~ is non-zero only if [ and j are neighbors (or, more generally, if there is a hopping term connecting [ and
J). The factor 3N and the correction d<;;~ comes from the number of states with non-zero contribution in the sum
over all possible states. Here z is the coordination number and N is the number of sites. We evaluate this expression
for small ¢ keeping in mind that the number of sites IV is large. Eq. can then be seen as the expansion of

2 S N
UL UG =252\ 12 e \Y 1 18 (31)
4 1+ 58U% 4 v2"’ N 44Ut

2
Thus we can infer that A;; = %%ﬁédp. This result is restricted to % < 1 and BU > 1 due to the assumptions
needed in the expansion. For the expectation value of the spin-hopping term <c}a70c}bg,claacjb_of a similar analysis

can be done. For the second-order term the two hopping terms coming from the expansion in Eq. have to
compensate the spin-hopping. This is only possible if [ and j are connected by a hopping in the non-interacting
dispersion, yielding <c}afac}ba,clagcjb_gf> = Qigﬁddp where the factor of 2 is due to the possibility to interchange

the two hopping terms.

2. Numerical results

In order to check the analytic results we used exact diagonalization (ED) calculations for a one dimensional chain
with periodic boundary conditions. As shown in Supplementary Figure [1| the dependence of the correlation value on
t, 8 and U predicted by the analytic calculations of the previous section is very well reproduced (for small ¢, small
B and large U respectively). Further the double occupation and the expectation value of a hopping term are much
smaller, justifying to neglect corrections including these expressions in the derivation for the self-energy.
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Supplementary Figure 1: ED results for different expectection values as a function of hopping ¢, inverse tempera-
ture f and interaction U. For the leftmost plot 8 = 10 and U = 100; for the center plot ¢ = 1 and U = 100; and for
the right hand plot t = 1 and 8 = 100.



D. Analytic estimation of higher-order contributions

In order to demonstrate that higher-order corrections to Eq[26] are suppressed for large U, we model two Hubbard
bands using a continued fraction representation. We construct a spectral function with a gap of size U — W (where
W = 4t is the bandwidth of each Hubbard band) and each of the two Hubbard bands is parametrized with a continued
fraction, as for one hole in the ¢-J model (see Refs.[I1} [12]):

1
Ggand (w) = t2 . (32)

t2

t2

J

J
w—24 -

We also introduce an overall energy shift €, in order to have the flexibility of moving the position of the self-energy
pole. The overall Green’s function can then be written as

1
Gw) =5 (Gg;nd (w - % —e+ m) -G 4 <w - % +e— 15)> . (33)

where a mismatch between the two Hubbard bands is introduced via J; and Js so that we can additionally break
particle-hole symmetry. With particle-hole symmetry, the low-energy poles would not be effected by U at any order.
In Supplementary Fig. [2| we show an example of G(w) with different shapes of the Hubbard bands.

The crucial point is that it is possible to write this sum again as a continued fraction. The coefficients can be
compared, order by order in an expansion for large frequencies:

1
Gw) = (34)
w—— m
~ P1
w — €1 —
. 72
W — €2 —
- P2
W — €3 —
w —
with
U2
n = e + 12
U? U J1Js —JE+J12J2+J1J22—J§ —24J1t2—24J2t2 2
N2 = T + z(Jl + JQ) + 1 + U + 010 <[]2> (35)
2t2(Jy + Ja) t?
_ 2
P1 =4t +T+C¥20 <U2)
7t2(J1 + Jg) t?
_ 2
po = 4t +#+a30 72
and
. (Jy — Jo)t?
! 412 + U?
R/ S R 2
é=c¢c+ 5 + 60 + a0 72 (36)
. (JE—J3) t2
€3 = € — W + 0450 W

Here «; are prefactors which ensure the correct physical dimension of the higher-order corrections. Substituting ¢ = 0
and J; = Jo = 0 into these coefficients keeping U finite, we see that Eq. correctly reduces to Green’s function of
the atomic limit with only two floors of the continuous fraction (p; = 0).



In the general case, the self-energy can be immediately determined from Eq.

U?/4+ t2
Y(w) = / (37)
- P1
W — €1 —
~ 2
W — €3 —
- P2
W — €3 —
For large values of U the low-energy poles of the self-energy are given by the solution of
- 16t2(w—e) (J1 +J2)t2(J1 —Jy — 8(w —¢)) 1
w—¢ + 72 + B + a0 7i) = 0, (38)

which leads to

t2
w=¢€ +a7;0 ((]2) , (39)

demonstrating the suppression of higher orders for poles of the self-energy inside the gap and confirming the appli-
cability of Eq.. In fact, as shown in Supplementary Fig the higher orders have an influence only on the outer
structure of the Hubbard bands. Here, €; which determines the position of the poles also includes corrections which
are suppressed by large U, in addition to the correction which are a consequence of higher orders on the continued
fraction. Note that the example presented here corresponds to the case where € is an on-site energy, thus the poles
are located at +e.

For a numerical demonstration of the suppression of higher orders for specific models see Sec|Supplementary Note 3 El
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Supplementary Figure 2: Spectral function and corresponding self-energy for a Mott insulator made of two Hub-
bard bands individually described by continued fractions (see Eq.(33) with e = 0, ¢ = 1, J; = 0.2, Jo = 0.5 and
U = 10) truncated at order N.



E. Topological invariants from the zeros

Here, we present general results for the topological invariant [13][14, [I5]

1 Ppdw o+
Gl == P w0 G
Qe =5 / sevoiz) ¢ UGk (40)
q[G] = €up tr[(G_lauG)(G_layG)(G_lapG)].
We use a Wiegmann-Polyakov like relationship, which can be straightforwardly checked
4lC1Ga] = q[G1] + q[Gal + 264,00, t2[(G18,G7 1) (G20,G5 ™). (41)

Thus, assuming sufficiently quickly decaying Green’s functions, the boundary conribution drops out and Q[G1Gs] =
Q[G1] + Q[G2]. Next, we use that for our Ansatz, Eq. , we can write G~! = Gg,;l with

G l=iw+ H
1 : (42)
Gt = (iw+ H)(iw— H) — U?/4,
where G accounts for Hubbard bands and G for the zeros. We thus find for the invariant
QIG) = —QIG) + Qlgu] " =" —QIG. (43)

We explain below that Q[Gy] = 0, such that in the Mott insulating regime, the topological invariant is given by the
band topology of H instead of H (note that the reverse sign in front of H in the definition of G as opposed to the
sign of H in the usual definition of the Green’s function, as well as the reverse sign in Eq. (43| . If H = H, Q|G] is
the same for U = 0 and large U topological Mott insulation.)

What is left is to bhOW the vanishing contribution of Hubbard bands. It is convenient to use the notations H =
H+ AH/2 and H = H — AH/2, so that

Gn' = (iw— AH/2)? + [AH, H]/2 — [H? + U?/4]. (44)

First, consider the case AH = 0 (i.e. H = H) in which the poles of Gy are given by iw = +./e2 + U2/4,
where H [n) = ¢, |n) is the single-particle eigenbasis of H. Despite the fact that the regulator ¢0" constrains the
contribution to negative Hubbard bands only, both negative €, < 0 and positive €, > 0 bands of the non-interacting
Hamiltonian contribute. While each band might contribute a non-trivial topological invariant, the overall sum over
all bands |n) must vanish, hence Q[Gy] = 0.

Next, we consider non-zero AH. In the limit of small corrections (on the scale of U), and given that the topological
invariant can not smoothly change, we can conclude that there is a finite environment around AH = 0 in which
Q[Gr] = 0 still holds. One way to see this is to simply Taylor expand in AH, which is legitimate since there is a gap
of order U.

F. Numerical topological invariant

For an interacting system the topological invariant can be computed numerically as described in Ref.[T4] 16} [17].
The result for a Chern insulator (see Sec{Supplementary Note 3 J|) is shown in Supplementary Fig. |3 for different
values of a generic renormalization a of the non-local part of the Hamiltonian in the denominator of the self-energy
(Eq.). The region of non-trivial behavior decreases when « is reduced, up to the point where the system is always
trivial for a = 0 which corresponds to a single-site DMFT self-energy. The positions of the topological transitions are
consistent with an analysis of the renormalized Hamiltonian as shown in the previous section.
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Supplementary Figure 3: Topological invariant for a Chern insulator (see Eq. with ¢ = 1.0 and A = 0.3) in the
Mott phases (U = 16) modeled using the analytic formula for the self-energy in Eq The renormalization of the
non-local terms is given by «.
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G. Application of the analytic self-energy formula to the Hubbard dimer

Applying the analytic self-energy formula to a finite system means replacing the k-dependence with the full matrix
structure of the Hamiltonian Hj in real space:

U?/4
w+aHy

Y(w) = (45)

Here, the renormalization is taken into account by the prefactor a.
For the Hubbard dimer the full Hamiltonian H is given by

H = —tz (010020 + cggclg) +U Z Ni4Ni) — Z Mo - (46)
i=1,2 i:l,2;o‘

In the following the high-frequency approach is tested against the exact solution for the Hubbard dimer, both by
applying Eq. and by explicitly solving the high-frequency expansion for the dimer, i.e. solving Eq.@ with the
full dimer Hamiltonian.

Furthermore it is possible to describe the interface of two SSH models using a dimer where U is restricted to one site.

1.  FExact solution

At zero temperature the exact self-energy is given by [18]

U? w
S=— (——
Ty (w2—9t2)

47
o w (47)
Py w202 )
Expanding in orders of % leads to
U?  9U*t? 1
Y= o(—
T e TN dwd + (w5> (48)
30Ut 27U2t3 1
Y12 = o o

2. Analytic formula
With
0 —t
Hy = (_t 0) (19)

and a = 3 (due to (n,n;,) = 0 leading to A;; = 1) Eq.(d5) yields the same self-energy as the exact solution.

3. Explicit high-frequency expansion

For the high-frequency expansion expectation values have to be evaluated (Eq. E[) This can also be done by
explicitly carrying out the calculations for the dimer Hamiltonian. Then it is enough to know that the ground state
has the form

o) =y 114 =Y 1) + B0 1) + B 1 0) (50)

with 72 + 32 = % Using this assumptions, we can confirm that the first four orders in % are equivalent to Eq. .
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4. Hubbard dimer as interface

By restricting the Hubbard interaction to one site and changing the coupling between the sites we can model the
interface between two SSH chains (one interacting, one non-interacting) in the atomic limit. For the analytic formula
the interaction is restricted to one site by setting all other elements of the self-energy to zero after the inversion:

E()_< YR (51)

As shown in Supplementary Figure [4] the agreement with ED results is perfect. This simple example captures the
zero/pole annihilation upon coupling the two atoms. Furthermore the difference between the ”absence of weight” and
a zero becomes clear: the weight of annihilated zeros and poles is orders of magnitude larger than the zeros but still
orders of magnitude smaller than the poles.

100 100

t=0.00 t=0.30
108 T T T T T 108 T ‘
site 1; exact site 1; exact
site 2; exact site 2; exact
site 1; analytic formula = = - site 1, analytic formula = = -
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10° E 10° E
j2] j2)
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o 10 o 10
(= c
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° el
2 2L
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k=) 2
[ [
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104 I I I I I 104 I I I I I
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Supplementary Figure 4: Comparison of the exact solution and the prediction of the analytic formula for the self-
energy (Eq) for an uncoupled Hubbard dimer (left) and a coupled Hubbard dimer (right) with U = 2 only on
site 1. See Methods in main text for a description of the weighted eigenvector components.
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Supplementary Note 2. SLAB CALCULATIONS USING THE ANALYTIC FORMULA

topological topological
Mott insulator insulator

uncouple

|

Supplementary Figure 5: Slab geometry consisting of an interface between two topological insulators, one with

U = 0, the other in the Mott phase. Along the gray edge of the interface there is no coupling between the two sides,
while a finite coupling exists along the black edge. The blue and red lines indicate the edge states and zeros respec-
tively and are only shown for one spin species, the other having all directions inverted. At the interface the edge
channels have the same direction which is a consequence of the plus sign in the denominator of Eq. (1) in the main
text.

For the slab calculations we use a geometry as depicted in Supplementary Fig. The right hand side is a non-
interacting topological insulator, whereas the the left hand side is either a trivial or topological Mott insulator. We
compute the Green’s function using

G=(wl—Hy—3Sw)™" (52)

where the non-interacting Hamiltonian is given by a BHZ model[T9-21]:

HO = Z MT;OLCIOCO'CiO‘U - Z tﬁgcl—_lruagciﬂﬂ (53)
oo iafpuo
with
t oietOn
luo = (0;)\61‘09# 2 —t) (54)

where p runs over the the neighbors (£x,+y), 8, is the angle between the x-axis and direction of the neighbor and
o is the spin. The self-energy is computed using the analytic formula (Eq. ) In this case we do not have a
k-dependence. Instead the full matrix Hy (with orbital, spin and spatial degrees of freedom) is taken into account.
The renormalization of the non-local terms is set to one for simplicity. Due to the stability of topological edge states,
the exact parameters of the system aren’t important as long as there is no topological phase transition. Therefore we
can essentially choose the parameter almost arbitrarily as long as we stay in the topological phase because our aim
is to see the effect of the interplay of edge poles and zeros. The M-parameters are chosen with opposite signs for the
two slab sides in order to ensure that the zeros and poles can annihilate. The restriction of U to one side of the slab
is implemented by setting the components of the self-energy corresponding to a non-interacting site to zero after the
inversion.

At the interface the coupling is set to zero on the gray part and to one on the black part. The wave packet is
initialized (restricted to one spin species) using a gaussian on the uncoupled egde (gray):

() = %/dr’G(T, v t)e ((row=r2)/si 4 (roy=r)?/53) /2 (55)

Here r and 7" are the slab coordinates and ry is the point where the packet is initialized with variance s, and s, in
x- and y-direction respectively. N is a normalization factor.
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Supplementary Note 3. ADDITIONAL RESULTS

A. QMC vs ED for the SSH model

As a check of the ED calculations we compare the results for a finite SSH chain with quantum Monte Carlo (QMC)
(Supplementary Figure @ In order to avoid an analytic continuation of the QMC data, we use the ED results on
the imaginary axis. As the figure is showing we find a very good agreement between the two methods and also with
the results obtained using the analytic formula. Especially these results are showing that the analytic approach is
viable (at least qualitatively) for a wide range of temperatures, starting from the zero temperature limit where ED
is capable of describing the system, to larger temperatures, accessible using QMC. With QMC we are also able to
investigate much larger chains. The results are shown in Supplementary Figl7 confirming that our results are stable
also for large systems.

a ED b QMC c analytic
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14 14 14
12 1.2 1.2
12 12 12
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0 0 0 0 0 0
2 4 6 8 10 12 2 4 6 8 10 12 2 4 6 8 10 12
site site site

Supplementary Figure 6: Comparison between ED (a), QMC (b) and the analytic self-energy formula (c) for a non-
trivial finite SSH chain on the Matsubara axis. The interaction is U = 4 and the hopping parameters are v = 0.1
and w = 1.0. The QMC results are for 8 = 10, the ED calculations are at zero temperature (where the spacing of
the Matsubara frequencies is set to be equivalent to 8 = 1000). For the analytic formula the spacing of the Matsub-
ara frequencies is set to § = 100 and the renormaliazion of the parameters to 3.
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Supplementary Figure 7: QMC results for a SSH chain with 48 sites for U = 4. The inverse temperature is given by
B =5 and 8 = 10 respectively. The SSH model is in the topological phase with parameters v = 0.1 and w = 1.0.



B. Comparison of analytic formula and numerical results for an interface between SSH chains

Supplementary Figure [8| shows that we find a very good agreement between ED and the analytic formula for the
self-energy (Eq. 1 in the main text) for the coupled and uncoupled interface of two SSH chains (one in the Mott phase,
the other non-interacting), that have been discussed in the main text in Supplementary Figure 3. The renormalization
parameter for the analytic formula has been chosen as a = 3.

ED; uncoupled

3

o —_—

1 ——

3 9 —

K D ——]
LD — 1

-3

1 4 8

site

analytic formula; uncoupled

[ I R T S

[ I R T S

site

Supplementary Figure 8: Comparison between ED (top) and the analytic formula (Eq.(26)) (down) for uncoupled
SSH chains (left) and coupled SSH chains (right). The right chain in each plot is for U = 0 and the left chain for

U=4.
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C. SSH model with broken chiral symmetry

Adding on-site terms to the SSH model breaks the chiral symmetry. As a consequence the edge states (and zeros)
are not fixed to zero energy. Nonetheless we still find an annihilation at an interface as shown in Supplementary Fig.
[ and Supplementary Fig. even when the energies of pole and zero are not the same. This is required by the
topology because both sides of the chain are in the same topological phase, hence at an interface no protected, gapless

state can appear.

Let us note in passing that without introducing such local mismatch but considering instead U only on one half of
the chain and compensating the Hartree contribution with the chemical potential, as we do in the main text, does

not break the chiral symmetry as it preserves time-reversal as well as the particle-hole symmetry.
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Supplementary Figure 9: ED results for finite chain SSH model interfaces (uncoupled on the left and coupled on
the right) with U = 4 only on the left part of the chain and an overall on-site energy shift of 0.2. The color scale
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corresponds to weighted eigenvector components (see Methods in main text).
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Supplementary Figure 10: ED results for finite chain SSH model interfaces with U = 4 only on the left part of the
chain. The color scale corresponds to weighted eigenvector components (see Methods in main text). Left and right
column show the case without and with coupling between the two sides respectively. The different rows correspond

to different chiral symmetry breaking on-site energies on the left side of the chain.
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D. Appearance of zeros in the SSH model

Supplementary Figure [II] shows how the zeros replace the poles of the Green’s function as the dominating low-
energy feature upon entering the Mott phase. At first zeros and poles are intermixed and only when U is large enough
a clear structure of the zeros can be seen. Note that our analytic approach can only describe the very strong coupling
limit (i.e. U > 4 in Supplementary Fig.
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Supplementary Figure 11: Zero temperature CDMFT results for the SSH model for different interaction strengths
U at half-filling. The SSH parameters are v = 0.2 and w = 0.5 and the cluster size is four sites.
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E. Numerical estimation of higher order corrections

The results of Eq. are applicable deep in the Mott phase. For smaller values of U, i.e. closer to the Mott
transition, additional corrections become important. This is illustrated in Supplementary Fig[T2] where CDMFT
results for the SSH model are compared with a ”truncated” version which is restricted to a few orders in a continued
fraction of the form

A

w—D— 55

Y(k,w) =

(56)

Here A to F are coefficients which are determined by comparison with a moment expansion of the CDMFT self-energy.
As can be seen in Supplementary Fig the second order (taking all terms up to B into account), which corresponds
to the analytic formula for the self-energy (Eq.), becomes sufficient to describe the CDMFT results at large U.
This also applies to the case of a Weyl semimetal (right-most plot in Supplementary Fig. cf. Sec
where the zeros are gapless. Thus, although the derivation of the analytic formula is based on a high-
frequency expansion in the limit of very strong interaction it is also capable of describing the low-energy features.

It is interesting to compare this new result with the known behavior of Lanczos calculations for Mott systems with a
gap (see for instance Ref.[22], Chapter 7, pag. 25, Supplementary Fig. 4). There, one observes that the larger U is,
the more floors one needs to obtain an accurate description of the spectrum, due to the more and more finely spaced
excitations for large U and the wider and wider support of the spectrum. However, these lower-lying floors contribute
only to improve the detailed structure of the outer parts of the Hubbard bands at large frequencies, while the main
feature of the gap is determined by the first floors. This is totally in line with the conclusions of our new continued
fraction expression for the self-energy in the Mott limit.
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Supplementary Figure 12: Zero temperature CDMFT results for the poles of the self-energy for SSH models (hop-
ping parameters: v = 0.2 and w = 0.5, CDMFT cluster size: 4 sites) with different values of interaction strength U.
Dashed and dotted lines correspond to a truncation of the CDMFT results to a continued fraction using only the
moments up to the indicated order. The sixth order corresponds to the full Eq[56] while the second order is taking
only the terms up to B into account. The right-most plot shows the same analysis for a Weyl semimetal model (see

Sec{Supplementary Note 3 KJ).
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F. Tunneling through coupled region

In case of a finite coupled region between topological insulator and topological Mott insulator (see Supplementary
Fig a wave packet moving along an egde at the interface is not completely removed but continuous to propagate
along the edge with reduced weight (see Supplementary Fig. .
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topological
insulator

Mott insulato

X

Supplementary Figure 13: Sketch of slab geometry with small coupled interface between topological insulator and
topological Mott insulator.
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Supplementary Figure 14: Wave packet evolution along an interface between a topological Mott insulator and a
topological insulator where the two sides are only coupled inside the region indicated with the dashed vertical lines
(red). The blue line corresponds instead to the situation where the systems are coupled for all sites along the edge
with an index larger then 20. See Supplementary movie 2.
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G. Dependence of the pole-zero annihilation on the slope of the edge states

While the annihilation at the interface works best if the dispersion of edge pole and edge zero are the same, there is
also a clearly visible effect when the slope differs. Supplementary Figure [I5] shows the time evolution of wave packets
where the slope of the zeros differs from the slope of the poles by factors a. These calculations are carried out in
a slab geometry as described in Sec. [Supplementary Note 2| For smaller o an increasing part of the wave packet
survives but still the reduction of the total weight of the packet is clearly visible even for a large mismatch between
the slopes. This gives some leeway for potential real material applications because no fine tuning of the edge slopes

is required.
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Supplementary Figure 15: Wave packet evolution along an interface between a topological Mott insulator and a
topological insulator for different slopes « of the edge zero relative to the edge pole. See Supplementary movie 3.
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H. Minimal model for edge annihilation

The annihilation at an interface can be investigated using the analytic formula for the self-energy (Eq) with a
minimal non-interacting model given by
E t
wo(F ) -

describing edge pole and zero (called ’left’ and ’right’ respectively in order to keep the resemblance to an actual
interface). For the ’right’ site the dispersion has a minus which will be reverted for the corresponding zero. The
coupling between pole and zero is given by ¢. The interaction is taken into account using Eq. while setting all but
the element corresponding to the ’right’ site to zero. For the renormalization a flat factor « is used which creates a
mismatch between the slopes of edge pole and edge state.

The annihilation process is illustrated in Supplementary Figl[l6] using weighted eigenvector components and the spec-
tral function. In the latter case the zeros are not directly visible, only the corresponding gap is recognizable. Supple-
mentary Figure [L7 shows the dependence of the annihilation on «. As long as a > 0 the gapless state on the ’left’ is
removed upon coupling pole and zero. The size of the gap decreases when the value of « is reduced until at « = 0
the ’left’ state becomes gapless. The case o = 0 corresponds to the case where the self-energy reduces to a single-site
DMEFT or atomic limit form, i.e. no momentum dependence.

Supplementary Figure [18]| shows the spectral function and the weighted eigenvectors for different couplings t.

eigenvector weights spectral function
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Supplementary Figure 16: Annihilation between zero and pole in a minimal model (Eq. with o = 1) describing
edge pole and edge zero, coupled by t. In (a) weighted eigenvector components are shown and in (b) the spectral
function. ’left’ and ’'right’ refer to the two degrees of freedom the model has.
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eigenvector weights
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Supplementary Figure 17: Weighted eigenvector components showing the annihilation between zero and pole in a
minimal model for different values of the slope « of the edge zero. ’left’ and 'right’ refer to the two degrees of free-
dom the model has.
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spectral function
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Supplementary Figure 18: Spectral function (a) and weighted eigenvector components (b) for the model Eq. for
different coupling strengths t. ’left” and ’right’ refer to the two degrees of freedom the model has.
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I. Orbital and spin character of the zeros

Analogously to the non-interacting band structure the zeros also retain an orbital/spin structure which is a con-
sequence of the analytic self-energy formula Eq. (26)). This is illustrated in Supplementary Fig. showing the
inverted (standard) gap in the zeros for a topological insulator (band insulator). Analogously, the zeros also have a
spin character as shown in Supplementary Fig. As a consequence of the plus sign in the denominator of Eq.
their spin character is interchanged between non-interacting and Mott system.
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Supplementary Figure 19: Orbital character of the zeros obtained using the analytic formula Eq. for a BHZ-
model in the topological (left) and trivial (right) phase for k, = 0, ¢ = 0.5 and A = 0.3 (see also Eq. in section
[Supplementary Note 3 J)).
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Supplementary Figure 20: BHZ model with finite size in y-direction and periodic boundary conditions in z-
directions. The first row shows the poles and zeros for non-interacting and Mott Green’s function. The interaction
is included by using the analytic formula Eq.. The lower rows show the spin-momentum locking of the edge
poles and zeros respectively for the two edges of the model. The second column shows data where M has the op-
posite sign compared to the non-interacting model in order to have the edge states/zeros at the same momenta.
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J. Comparison of analytic formula and numerical results for a bulk BHZ model

We tested the analytic formula for a bulk BHZ model given by
Hy(k) = (M — 2t(cos(kg) + cos(ky)) 7. + Asin(ky) 7, + Asin(ky)7y, (58)

where 7 describes the orbital degree of freedom. In comparing the analytical dispersion with the CDMFT data,
we have to be careful in including the effects the asymmetric cluster has on the results: computational memory
constraints render a complete CDMFT simulation for a 4-site cluster (8 energy levels per spin, to be supplemented
by at least as many bath levels) difficult to perform to convergence. We can however grasp the correctness of our
analytical formula by considering a 2 x 1-site cluster, which breaks the Cs-symmetry of the square lattice. In this
case, the self-energy will have nonlocal components in the z-direction, but not in the y direction, where the problem
is effectively single-site. Hence, we expect the effective dispersion of the zeros to be comparable to an equation of
type , once the terms depending on k, have been completely neglected:

HY*Y(k) = (M — 2t cos(ky)) T + Asin(ky) 7. (59)

This will provide a gapped dispersion for M = 0, and a gap closing at M = 1 around the high-symmetry point I" and
around M = —1 around high-symmetry point X.

We fit the zeros of the CDMFT results with Eq. using t and A as fitting parameters, taking the signs due to the
renormalization (Eq) into account. The crystal field-splitting M is not renormalized in the analytic self-energy
formula and is therefore kept constant during the fit. As shown in Supplementary Fig. the two approaches are
in very good agreement. The renormalization of the parameters ¢t and A is about 0.5 which explains the shifting of
the topological transition from M = 1 in the non-interacting case to M =~ 0.5. Note that for CDMFT we use a
Kanamori-type interaction instead of the only-U case, which is used in the derivation of the analytic formula. In
the only-U case the parameter X is strongly suppressed, which is consistent with the high-frequency expansion, since
the corresponding correlation values (n;n;) remain uncorrelated. This suggests that the analytic formula can also
be applied to more complicated interactions as long as the correct behavior of the correlation values is taken into
account.

Finally, we address the claim, mentioned in the main text, that in absence of perturbations that provoke the opening
of gapless Dirac or Weyl points in the noninteracting Hamiltonian the zeros of the Green’s function of the interacting
system in the Mott phase remain gapless. We can verify this claim by making again use of the 2D BHZ model of
eq. (58), which in the M = 0 case has a gapless dispersion at the X and Y high-symmetry points. As previously
mentioned, a comprehensive analysis of the topological phase diagram for the BHZ model using a 2 x 2 cluster through
CDMFT is hampered by the size of the impurity problem. Nevertheless, a converged result for selected M values is
still within reach. In Supplementary Fig[22] we show the results after 10 DMFT steps for a 2 x 2 cluster for M = 0
as well as M = 0.2. As for the 2 x 1 cluster in the first part of this section we fit the zeros with the non-interacting
dispersion using ¢ and X as fitting parameters. The resulting renormalization of the parameters is again given by a
factor of about 0.5.



CDMFT -
fit with analytic formula

Ho(k) = —

position of zeros of G

position of zeros of G

L
Kx Kx

Supplementary Figure 21: Position of the zeros of G of a modified BHZ model (using a 2 x 1 cluster, see text) ob-

tained using CDMFT (U = 8) and fits with the analytic formula for the self-energy. The dashed lines show the
non-interacting band dispersion.
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Supplementary Figure 22: Position of the zeros for a BHZ model obtained using CDMFT (U = 8) with a 2x2 clus-
ter and fit with the analytic formula for the self-energy. Dashed lines show the non-interacting dispersion.
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K. Comparison of analytic formula and numerical results for a bulk Weyl semimetal model

In order to check the predictions of our analytic approach for a Weyl semimetal we use a model adapted from Ref.

[23]:
Hy = (M — 2t(cos(ky) + cos(ky) + cos(k.))7. + Asin(kz )7, + Asin(ky) 7. (60)

Weyl points occur along k, for |M| <= 2. For the CDMFT calculations we choose a 2-site cluster in z-direction. As a
consequence we have to consider this geometry when comparing with the analytic formula (similar to the case for the
BHZ model in Sec/Supplementary Note 3 J)), leading to a Hamiltonian which determines the self-energy of the form

HY* M2 = (M — 2t(cos(k.,))T.. (61)

The result of a CDMFT calculation and a comparison with the analytic formula (using Eq. ) are shown in in
Supplementary Fig. 23] The evolution of the zeros upon changing the mass parameter M is displayed in Supplemen-
tary Fig. 24] demonstrating the applicability of the analytic approach to this system. For the fit the value of M is
kept fixed and ¢ is used as a fitting parameter which gets renormalized by a factor of roughly 0.5 (also taking the
minus sign according to Eq. into account).

These results confirm our claim that the zeros contain the protected structures of the non-interacting system, in this
case the linear Weyl crossing.
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Supplementary Figure 23: CDMFT results for the determinant of the Green’s function for a Weyl semimetal model
for U = 8. Dashed black lines are fits with the analytic formula for the self-energy and dashed green lines indicate

the non-interacting band structure (Eq) The parameters are M = 0.2, t = 0.5 and A = 0.3. The plot on the

right hand side is a zoom on a Weyl point.
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Supplementary Figure 24: Position of the zeros of G of a Weyl semimetal model (using a 2-site cluster in z-

direction, see text) obtained using CDMFT (U = 8) and fits with the analytic formula for the self-energy (using

Eq. with Eq.. The parameters of the non-interacting system are ¢ = 0.5 and A = 0.3. Dashed lines show
the corresponding band dispersion.
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L. Spin gap in the SSH model

As discussed in the main text, for large interaction the topological behavior of the SSH model results in gapless
edge zeros. The presence of these zeros can be connected to gapless spin excitations as can be seen in Supplementary
Figa) (see also Ref.[24H26]) which shows the spin gap obtained by solving a finite Heisenberg chain with staggered
exchange interaction using ED. The Hamiltonian is given by

H=Y 78S (62)
i
where S is the vector of spin-operators at site ¢ and the exchange interaction is given by

63
Jo+6J for i odd (63)

_ {Jo —dJ forieven
=
As long as the chain is in the trivial phase (6J/Jy > 0), the spin-gap is finite. Instead, in the topological non-trivial
phase (6J/Jy < 0), the spin-gap is always zero which can be understood by the presence of free spins at the edge. In
the case of periodic boundary conditions the spingap closes only at the topological phase transition, i.e. where the
gap in the bulk zeros closes. We have confirmed these results by computing the spin gap for the Hubbard model, i.e.
without restricting the Hilbert space to single occupied sites (see Supplementary Figb)).
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Supplementary Figure 25: (a) ED results for the spin-gap of a SSH-Heisenberg-model for a 26-site chain. Red
points correspond to open boundary conditions and blue triangles to periodic boundary conditions. The differ-

ence between the two staggered hoppings is given by dJ. The orange line indicates the analytic result for an infinite
chain [27]. See Supplementary Fig for an analysis of the dependence of the results on the length of the chain. (b)
Comparison between the ED results obtained for the Hubbard model and the Heisenberg model for a L = 6 chain
with U/w = 20. For the Heisenberg model the hopping parameters are translated to exchange interactions as v?/U
and w?/U.
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Supplementary Figure 26: Scaling behavior of the spin-gap as a function of chain length L for the Heisenberg model
solved with ED. Since here we have open boundary conditions, the negative-d.J curve scales to zero, as opposed to
the positive §.J. The extrapolation of the dJ = 0 curve to zero for large L is clear from the data.
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