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The topological magnet MnBi,Te, (MBT), with gapped topological surface state, is an attractive
platform for realizing quantum anomalous Hall and axion insulator states. However, the experimentally
observed surface state gaps fail to meet theoretical predictions, although the exact mechanism behind the
gap suppression has been debated. Recent theoretical studies suggest that intrinsic antisite defects push the
topological surface state away from the MBT surface, closing its gap and making it less accessible to
scanning probe experiments. Here, we report on the local effect of defects on the MBT surface states and
demonstrate that high defect concentrations lead to a displacement of the surface states well into the MBT
crystal, validating the theorized mechanism. The local and global influence of antisite defects on the
topological surface states are studied with samples of varying defect densities by combining scanning
tunneling microscopy, angle-resolved photoemission spectroscopy, and density functional theory. Our
findings identify a combination of increased defect density and reduced defect spacing as the primary
factors underlying the displacement of the surface states and suppression of surface gap, guiding further

development of topological quantum materials.

DOIL: 10.1103/pt1j-996m

Introduction—Topological insulators have an electroni-
cally gapped bulk state and topologically protected metallic
Dirac surface states. These properties allow to realize the
quantum anomalous Hall effect by opening a magnetic
exchange gap at the Dirac point of the surface states, which
can be achieved through introduction of magnetic dopants
(e.g., Cr, V) into the topological insulator Bi,_,Sb,Te;
[1,2]. However, the random distribution of magnetic
dopants in such magnetically doped compounds leads to
variations in local magnetism and charge carrier concen-
tration, resulting in inhomogeneous electronic properties

“Contact author: wko@utk.edu
Contact author: apli@ornl.gov

Published by the American Physical Society under the terms of
the Creative Commons Attribution 4.0 International license.
Further distribution of this work must maintain attribution to
the author(s) and the published article’s title, journal citation,
and DOI.

0031-9007/26/137(6)/066603(7)

066603-1

on mesoscopic length scales [2]. As a result, the stoichio-
metric magnetic topological insulator MnBi,Te, (MBT)
has attracted significant interest: in MBT, magnetic atoms
form a well-ordered lattice, resulting in magnetic moments
that exhibit ferromagnetic coupling within each septuple
layer and layer-wise antiferromagnetic (AFM) coupling,
known as A-type antiferromagnetic coupling [3-9]. This
intrinsic magnetic order offers a promising alternative to
achieving robust and homogeneous magnetic topological
phases.

MBT bulk crystals and thin films have been shown to host
a robust bulk band gap with Dirac-like topological surface
states. However, the magnetic exchange gaps that open at the
surface state Dirac point have been reported with widely
varying results, ranging from clearly gapped [5,10-17] to
vanishing [16,18-23], which contradicts theoretical predic-
tions [3-5,24-28]. Nonetheless, the quantum anomalous
Hall effect has been observed in transport experiments
[29-35], although typically only at temperatures signifi-
cantly lower than the Neel temperature 7T ~ 25 K, below
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which the MBT becomes magnetically ordered [29-36], and
by application of a magnetic field that forces MBT into a
ferromagnetic phase. The absence of a consistently observed
surface gap has been widely debated [8,9,15,18,20,21,37—
44], with native antisite defects identified as playing a critical
role [15,17,28,37,41,45-48]. While defects are known to
induce local variations in the charge carrier concentrations
and exchange gaps in MBT, their magnetic moments alone
cannot fully account for the reported closing of the exchange
gap [15,28]. Recent theoretical work [28] predicts that co-
antisite defects, i.e., where a pair of Bi and Mn atoms swap
their lattice positions, push the surface state deeper into the
crystal bulk, where the surface state interacts with the
opposite magnetic moments of the second van der Waals
layer, leading to a suppression of the exchange gap.
Validating and controlling these effects is crucial for further
realization of robust magnetic topological phases in MBT.

Here, we resolve the variation of the topological surface
state in MBT single crystals with different amounts of
antisite defects. At the local scale, scanning tunneling
microscopy (STM) reveals a suppression of the surface
state due to Mng; antisites, with the effect becoming more
pronounced as the defect density increases. In crystals with
a high Mng; antisites density, the topological surface state
signatures are almost completely absent in STM measure-
ments. However, angle-resolved photoemission spectros-
copy (ARPES) on the same crystals consistently detects
pristine topological surface states, regardless of the defect
density. We reconcile these seemingly contradicting obser-
vations by considering the differing surface sensitivities of
these techniques: STM probes the atomic scale surface,
whereas ARPES can detect surface states even if they are
located a few nanometers below the crystal surface [49].
This interpretation is further corroborated by density func-
tional theory (DFT) calculations, which show that increas-
ing the antisite density pushes the topological surface states
away from the surface and deeper into the crystal, where the
surface state gap closes. Our findings highlight the depth of
topological states as an important parameter influencing
their electronic properties.

Body—Using atomically resolved STM, we identify the
most common intrinsic defects in MBT, Bir,, Mng;, and
Biy, antisites by their distinct appearance in topography
images [Figs. 1(a)-1(c)] [15,17,37,50]. Because of the
surface sensitivity of STM, we only detect Bir, defects
in the topmost atomic layer, Mng; defects in the second
atomic layer below the surface, and Biy;, in the fourth
atomic layer below the surface. Bir, defects appear as
single atomic features, Mng; defects manifest as triangular
features due to the Mn atom in the Bi site affecting the three
surface Te atoms above it, and Biy, defects extend over
multiple unit cells, making individual defects difficult
to distinguish. Tunneling spectroscopy of the surface
[Fig. 1(d)] reveals the bulk bank gap and the linearly
dispersive density of states around the surface state Dirac
cone. The Dirac point is identified as the minimum in
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FIG. 1. Atomic model of MnBi,Te, viewed from top (a) and
side (b) with typical crystal defects. (c) Atomic resolution STM
image with exemplary defect types indicated (V gmpie = —0.7 V,
I, = 100 pA). (d) Spatial variations in the tunneling spectrum of
the surface, showing the Dirac point. Inset: schematic band
structure of a magnetic topological insulator.

tunneling conductance at Ep = —285 meV [Fig. 1(d)],
indicating significant electron doping from defects
[15,37,40]. However, no clear gap is observed at the
Dirac point, despite predictions by theory [3-5,24-27],
consistent with previous ARPES [18,20-23] and STM
investigations of other MBT crystals [16,17,37].

We perform tunneling spectroscopy and ARPES mea-
surements on two MBT single crystals with different defect
concentrations, referred to as sample A and sample B.
Measurements on sample A are conducted on comparable
single crystals from two different growth batches, whereas
measurements on sample B are performed on two crystals
from the same growth batch. Figures 2(a) and 2(d) present
large-area STM topographies of sample A and sample B,
respectively, allowing us to determine their defect concen-
trations by counting distinct defect features and normaliz-
ing by the number of atoms in the respective atomic layers.
Sample A exhibits defect concentrations of 3.8% Mng;
antisites and 0.48% Biy, antisites, comparable to earlier
observations [37,50]. In contrast, sample B has a higher Mn
content, which on average leads to (4.6 +0.5)% Mng;
antisites. In Fig. 2(d) we focus on an area with a concen-
tration of 8.7% Mng; and 0.18% Bir, to highlight the effect
of the increased defect concentration in this sample.

To quantitatively analyze the electronic properties of both
samples in detail, we perform quasiparticle interference
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FIG. 2.

(a) STM topography of sample A. (b) Quasiparticle dispersion obtained from the region shown in panel (a), along with the

corresponding averaged dI/dV spectrum plotted on a semilogarithmic scale. The horizontal dashed line marks the Dirac point and gray
shaded areas indicate the bulk valence and conduction bands, as inferred from panel (c). Red dashed lines mark the Dirac dispersion.
(c) Angle-resolved photoemission spectrum of sample A recorded at 8K. (d) STM topography of sample B. (e) Quasiparticle dispersion
(g = 2k) obtained from the region shown in panel (d), with the corresponding averaged dI/dV spectrum. (f) ARPES spectrum of sample
B recorded at 6 K. The green arrows in panels (c),(f) indicate exchange-split bulk conduction bands. STM scan parameters:
(@) Vaample = 1 V., 1 =100 pA; (b), Vmpre = —0.7 V, I, = 1 nA; (d), Vgampie = 1 'V, I = 10 pA; (€), Vample = —0.7 V, [, = 100 pA

for (e).

(QPI) measurements [Figs. 2(b) and 2(e); details in
Supplemental Material [51]]. For sample A, the QPI
dispersion E(q) clearly resolves the bulk band gap and
surface state Dirac cone, which agrees well with APRES
measurements on an identical sample [Fig. 2(c)]. Notably, the
doping level between both measurements remains identical.
In contrast, sample B presents a markedly different picture,
with no clear Dirac dispersion in either STS or QPI. The
dl/dV intensity inside the bulk band gap remains nearly
constant and slightly higher than in sample A. This behavior
is expected, as defects cause additional scattering and
formation of intraband states that suppress the gap [17].
However, this difference is not reflected in ARPES mea-
surements, which still show a clear Dirac cone [Fig. 2(f)].
The Dirac point energy from ARPES coincides with a local
minimum in the dI/dV spectra, but this minimum is less
pronounced than in sample A and is overshadowed by a

deeper minimum at—350 meV, aligning with the bulk valence
band edge according to ARPES. Furthermore, we note that
the doping levels between sample A and B are slightly
different, which is expected due to the different crystal
compositions [15]: Bip, defects result in n doping and
Mng; antisites result in p doping [cf. Fig. 3(e)]. Thus, the
combination of reduced Biy, defects and increased Mng;
defects due to the higher Mn content in sample B is expected
to result in less overall n doping. Interestingly, we note that
the conduction band splitting, i.e., the exchange-type split-
ting occurring below the Neel temperature [60], is signifi-
cantly larger in sample B than sample A [Figs. 2(c) and 2(f)].
This increased splitting indicates a larger magnetic moment
of the surface layer, possibly due to the increased Mn content
leading to a reduction in Biy, defects. It is presently not
clear whether this effect is only a surface effect or also
affects subsurface layers. In either case, we view it as
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FIG. 3. (a)—(d) STM topography of sample A, where regions of
different defects are highlighted by color-coded masks. (e) Tun-
neling spectra averaged in the respective masked areas in (a)—(d).
(f) Difference of the curves in (e) with respect to the total average
spectrum over the entire scan frame. STM scan parameters:
Vample = 1 'V, Iy = 100 pA for (a)~(d); Vgmple = —0.7 V, [, =
100 pA for (e) and (f).

complementary to the vertical charge redistribution mecha-
nism that results in the surface-state gap suppression dis-
cussed in the following.

To understand how the increase in Mng; antisites leads
to drastically different tunneling spectra, we perform a
detailed analysis of the STS grid measurements. For sample
A, using topographic data, we identify the positions of
different defect types [Figs. 3(a)-3(d)] and compute the
average spectra within these regions (see Supplemental
Material [51] for details) to determine their effect on the
tunneling spectrum [Fig. 3(e)]. It is found that Mng;
defects, particularly in regions where they cluster, cause
a decrease in dI/dV intensity within the bulk band gap,
where the Dirac surface state is identified in Figs. 1 and 2.
In contrast, Biy, antisites increase the dI/dV intensity of
the surface state. Bip, antisites show negligible effect on
dI/dV intensity and thus, in the following, we will focus
only on Mng; and Biy, defects. The opposite effects of

Mng; and Biy, defects become even more apparent when
we subtract the average spectrum of the entire scan region
from the defect-specific spectra [Fig. 3(f)].

We perform the same analysis for sample B but
observe almost no variation of dI/dV intensity within
the bulk gap (Supplemental Fig. 1). This finding sug-
gests that for sample B the tunneling conductance inside
the bulk band gap is not affected by the defects visible at
the sample surface. Instead, the tunneling conductance
likely originates from subsurface defects and bulk
carriers [37].

To understand the effect of defects on the surface-state
local density of states, we perform DFT calculations of
MBT with one pair of Mng; and Biy, co-antisites in a
3 x 3(4 x 4) supercell, as shown in Figs. 4(a) and 4(b)
(Supplemental Fig. 2), corresponding to a Mng; and Biyy,
defect concentration of 5.6% (3.1%)—see Supplemental
Material [51] for details. The resulting calculated STM
topography [Fig. 4(c)] shows that the three Te atoms above
the Mng; defect appear darker (lower charge density),
while the Biy;, defect produces a more delocalized bright
feature (higher charge density), consistent with our STM
experiments.

Next, we examine the charge density distributions on the
MBT surface, comparing the defect-free surface with the
surface containing the co-antisite. In the defect-free crystal,
the charge densities of both the surface-state valence band
and surface-state conduction band are significantly local-
ized in the topmost septuple layer (SL) [Fig. 4(f)]. Within
this first SL, the charge densities show distinct peaks in
the surface Te plane, which are expected to dominate the
tunneling current because the current decays ~1 decade per
A distance to the STM tip. Thus, we are mostly sensitive to
the effect of the defects on the charge density in the topmost
Te plane.

In the presence of the co-antisite, the Dirac gap
significantly shrinks compared to the perfect surface
[Figs. 4(d) and 4(e)]. Furthermore, the charge densities
of both the surface-state valence band and surface-state
conduction band shift toward the second SL, with the
centroids of the surface states moving approximately
1-2 A downward [Fig. 4(g)]. As a result, the charge
density in the surface Te plane is reduced. We note that
both the effect on the gap size and the charge density
redistribution are much smaller in a configuration where
the two antisites are further apart from each other
(Supplemental Fig. 2).

Lastly, to analyze the local effect of the individual
defects on the tunneling, we further calculate dI/dV maps
for the Dirac bands just above and below the Dirac gap, as
well as inside the bulk bands [Fig. 4(h) and Supplemental
Fig. 2]. At both surface-state energies (£0.05 eV), we
observe a reduction of the tunneling conductance at the
position of the Mng; defect site compared to the defect-
free surface, while it is enhanced in a delocalized fashion
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(a),(b) Schematics of the defect configuration for a nearest-neighbor co-antisite pair (indicated by arrows) in a 3 x 3 unit cell.

(c) Calculated STM topography at a tip height 3 A above the defective surface. (d),(e) Calculated band structure of a perfect surface and
one with the co-antisite, respectively. The band color intensity encodes the surface SL weight versus the rest of the slab. (f),(g) Charge
density distributions (yellow clouds, isosurface corresponding to 3.4 x 10~* ¢/A%) for surface-state valence and conduction bands
(SVB/SCB) for the perfect and defective surface, respectively. The atomic models show the first three MBT SLs of the surface. The line
graphs show the corresponding planar averaged charge density as function of the out-of-plane direction. In (g) the average charge
density of the perfect surface is indicated in light blue for comparison. (h) Calculated dI/dV maps for the defective surface at four

different energies. Surface Te- and Bi-layer atoms are displayed.

around the Biy;, defect. This behavior closely reproduces
our STM experiments shown in Fig. 3. In the calculated
dI/dV maps of the bulk bands (£0.20 eV), the contrast
between the two defect sites is less pronounced but
again in qualitative agreement with the experimental
observations.

Conclusion—We conclude that antisite defects in MBT
locally push the surface states into the bulk crystal, with
this effect strengthening as the co-antisite spacing decreases
and the overall defect density increases (additional dis-
cussion in End Matter). These two effects are clearly
correlated, because, on average, the antisite spacing
decreases as the defect density increases. Consequently,
as the defect density rises, these effects collectively push
the surface state deeper into the crystal bulk, where the
opposite magnetization of the second SL diminishes the
surface gap in the AFM phase. Our findings thus demon-
strate that the vertical shift of the topological surface states
in MBT, induced by the antisites, explains the closing of the
surface band gap. Therefore, reducing the density of native

antisite defects will be crucial for achieving robust surface
states with large Dirac gaps in the AFM phase of MBT.
Alternatively, defect engineering may induce a switch to
ferromagnetic layer-by-layer magnetization [41,46], which
could allow to maintain or even improve the surface-state
gap when the surface state is pushed into the crystal bulk.
In this case, the surface-state gap may even be more robust
against outside disturbances due to its buried nature.

Acknowledgments—This research was conducted at the
Center for Nanophase Materials Sciences, which is a DOE
Office of Science User Facility. We acknowledge the
assistance of James Burns and Jonathan Poplawsky for
focused ion beam milling of the STM tips. F. L. acknowl-
edges funding from the Alexander von Humboldt founda-
tion through a Feodor Lynen postdoctoral fellowship and
the Emmy Noether Programme of the DFG (Project
No. 511561801). J.Y. was supported by the U.S.
Department of Energy, Office of Science, Basic Energy
Sciences, Division of Materials Sciences and Engineering.

066603-5



PHYSICAL REVIEW LETTERS 137, 066603 (2026)

M. K. and A. K. acknowledge support from the U.S. DOE,
Office of Science, Basic Energy Sciences, Materials
Science and Engineering Division at the Ames National
Laboratory (M. K. was partially supported through a DOE
Early Career Project), which is operated for the U.S. DOE
by Towa State University under Contract No. DE-ACO02-
07CH11358.

The authors declare no competing interests.

Data availability—The data that support the findings of
this study are openly available [61]. The code used to
analyze the data is available from the authors upon
reasonable request.

[1] C.-Z. Chang et al., Science 340, 167 (2013).

[2] L. Lee et al., Proc. Natl. Acad. Sci. U.S.A. 112, 1316 (2015).

[3] D. Zhang, M. Shi, T. Zhu, D. Xing, H. Zhang, and J. Wang,
Phys. Rev. Lett. 122, 206401 (2019).

[4] J. Li, Y. Li, S. Du, Z. Wang, B. L. Gu, S. C. Zhang, K. He,
W. Duan, and Y. Xu, Sci. Adv. 5, eaaw5685 (2019).

[5] M. M. Otrokov et al., Nature (London) 576, 416 (2019).

[6] J.Q. Yan, Q. Zhang, T. Heitmann, Z. Huang, K. Y. Chen,
J.-G. Cheng, W. Wu, D. Vaknin, B.C. Sales, and R.]J.
McQueeney, Phys. Rev. Mater. 3, 064202 (2019).

[7] P. Rani, A. Saxena, R. Sultana, V. Nagpal, S.S. Islam, S.
Patnaik, and V. P. S. Awana, J. Supercond. Novel Magn. 32,
3705 (2019).

[8] P. M. Sass, J. Kim, D. Vanderbilt, J. Yan, and W. Wu, Phys.
Rev. Lett. 125, 037201 (2020).

[9] D. Nevola, H. X. Li, J. Q. Yan, R. G. Moore, H. N. Lee, H.
Miao, and P.D. Johnson, Phys. Rev. Lett. 125, 117205
(2020).

[10] S.H. Lee et al., Phys. Rev. Res. 1, 012011(R) (2019).

[11] A.M. Shikin et al., Phys. Rev. B 104, 115168 (2021).

[12] A.M. Shikin et al., Sci. Rep. 10, 13226 (2020).

[13] H.-R. Ji, Y.-Z. Liu, H. Wang, J.-W. Luo, J.-H. Li, H. Li, Y.
Wu, Y. Xu, and J. Wang, Chin. Phys. Lett. 38, 107404
(2021).

[14] E Liipke et al., Phys. Rev. B 105, 035423 (2022).

[15] F. Liipke, M. Kolmer, J. Yan, H. Chang, P. Vilmercati,
H. H. Weitering, W. Ko, and A.-P. Li, Commun. Mater. 4,
82 (2023).

[16] W. Ko, M. Kolmer, J. Yan, A. D. Pham, M. Fu, F. Liipke, S.
Okamoto, Z. Gai, P. Ganesh, and A.-P. Li, Phys. Rev. B 102,
115402 (2020).

[17] M. Garnica et al., npj Quantum Mater. 7, 7 (2022).

[18] Y.-J. Hao et al., Phys. Rev. X 9, 041038 (2019).

[19] H. Li et al., Phys. Rev. X 9, 041039 (2019).

[20] Y.J. Chen et al., Phys. Rev. X 9, 041040 (2019).

[21] P. Swatek, Y. Wu, L.-L. Wang, K. Lee, B. Schrunk, J. Yan,
and A. Kaminski, Phys. Rev. B 101, 161109(R) (2020).

[22] L. Xu et al., Sci. Bull. 65, 2086 (2020).

[23] Y. Hu et al., Phys. Rev. B 101, 161113(R) (2020).

[24] M. M. Otrokov, I. P. Rusinov, M. Blanco-Rey, M.
Hoffmann, A. Y. Vyazovskaya, S. V. Eremeev, A. Ernst,
P. M. Echenique, A. Arnau, and E. V. Chulkov, Phys. Rev.
Lett. 122, 107202 (2019).

[25] S. Tian et al., Phys. Rev. B 102, 035144 (2020).

[26] X.-M. Ma et al., Phys. Rev. B 102, 245136 (2020).

[27] H. Zhong, C. Bao, H. Wang, J. Li, Z. Yin, Y. Xu, W. Duan,
T.-L. Xia, and S. Zhou, Nano Lett. 21, 6080 (2021).

[28] H. Tan and B. Yan, Phys. Rev. Lett. 130, 126702
(2023).

[29] Y. Deng, Y. Yu, M. Z. Shi, Z. Guo, Z. Xu, J. Wang, X. H.
Chen, and Y. Zhang, Science 367, 895 (2020).

[30] J. Ge, Y. Liu, J. Li, H. Li, T. Luo, Y. Wu, Y. Xu, and J. Wang,
Natl. Sci. Rev. 7, 1280 (2020).

[31] C. Liu, Y. Wang, H. Li, Y. Wu, Y. Li, J. Li, K. He,
Y. Xu, J. Zhang, and Y. Wang, Nat. Mater. 19, 522 (2020).

[32] D. Ovchinnikov et al., Nano Lett. 21, 2544 (2021).

[33] C. Liu et al., Nat. Commun. 12, 4647 (2021).

[34] Z. Ying, S. Zhang, B. Chen, B. Jia, F. Fei, M. Zhang, H.
Zhang, X. Wang, and F. Song, Phys. Rev. B 105, 085412
(2022).

[35] J. Cai et al., Nat. Commun. 13, 1668 (2022).

[36] Y. Wang et al., Nat. Commun. 16, 1727 (2025).

[37] Z. Huang, M.-H. Du, J. Yan, and W. Wu, Phys. Rev. Mater.
4, 121202(R) (2020).

[38] X. Wu et al., Phys. Rev. X 10, 031013 (2020).

[39] B. Chen et al., Nano Lett. 24, 8320 (2024).

[40] Y. Yuan et al., Nano Lett. 20, 3271 (2020).

[41] Y. Liu ef al., Phys. Rev. X 11, 021033 (2021).

[42] J. Q. Yan, ECS J. Solid State Sci. Technol. 11, 063007
(2022).

[43] C. Pei et al., Chin. Phys. Lett. 37, 066401 (2020).

[44] W.-T. Guo, L. Huang, Y. Yang, Z. Huang, and J.-M. Zhang,
New J. Phys. 23, 083030 (2021).

[45] Y. Lai, L. Ke, J. Yan, R.D. McDonald, and R.J.
McQueeney, Phys. Rev. B 103, 184429 (2021).

[46] S. Wimmer et al., Adv. Mater. 33, 2102935 (2021).

[47] M.-H. Du, J. Yan, V.R. Cooper, and M. Eisenbach, Adv.
Funct. Mater. 31, 2006516 (2021).

[48] F. Islam, Y. Lee, D. M. Pajerowski, J. Oh, W. Tian, L. Zhou,
J. Yan, L. Ke, R. J. McQueeney, and D. Vaknin, Adv. Mater.
35, 2209951 (2023).

[49] M.P. Seah and W. A. Dench, Surf. Interface Anal. 1, 2
(1979).

[50] M. Liu, C. Lei, H. Kim, Y. Li, L. Frammolino, J. Yan, A. H.
Macdonald, and C.-K. Shih, Proc. Natl. Acad. Sci. U.S.A.
119, €2207681119 (2022).

[51] See Supplemental Material http://link.aps.org/supplemental/
10.1103/pt1j-996m for the methods section and for addi-
tional data analysis and calculations, which includes
Refs. [52-59].

[52] J. Q. Yan, S. Okamoto, M. A. McGuire, A.F. May, R.J.
McQueeney, and B.C. Sales, Phys. Rev. B 100, 104409
(2019).

[53] K. Momma and F. Izumi, J. Appl. Crystallogr. 44, 1272
(2011).

[54] J.-Q. Yan, Z. Huang, W. Wu, and A.F. May, J. Alloys
Compd. 906, 164327 (2022).

[55] D. Necas and P. Klapetek, Open Phys. 10, 181 (2012).

[56] R. Jiang, D. Mou, Y. Wu, L. Huang, C.D. McMillen, J.
Kolis, H. G. Giesber, J. J. Egan, and A. Kaminski, Rev. Sci.
Instrum. 85, 033902 (2014).

[57] G. Kresse and J. Furthmiiller, Comput. Mater. Sci. 6, 15
(1996).

066603-6


https://doi.org/10.1126/science.1234414
https://doi.org/10.1073/pnas.1424322112
https://doi.org/10.1103/PhysRevLett.122.206401
https://doi.org/10.1126/sciadv.aaw5685
https://doi.org/10.1038/s41586-019-1840-9
https://doi.org/10.1103/PhysRevMaterials.3.064202
https://doi.org/10.1007/s10948-019-05342-y
https://doi.org/10.1007/s10948-019-05342-y
https://doi.org/10.1103/PhysRevLett.125.037201
https://doi.org/10.1103/PhysRevLett.125.037201
https://doi.org/10.1103/PhysRevLett.125.117205
https://doi.org/10.1103/PhysRevLett.125.117205
https://doi.org/10.1103/PhysRevResearch.1.012011
https://doi.org/10.1103/PhysRevB.104.115168
https://doi.org/10.1038/s41598-020-70089-9
https://doi.org/10.1088/0256-307X/38/10/107404
https://doi.org/10.1088/0256-307X/38/10/107404
https://doi.org/10.1103/PhysRevB.105.035423
https://doi.org/10.1038/s43246-023-00408-w
https://doi.org/10.1038/s43246-023-00408-w
https://doi.org/10.1103/PhysRevB.102.115402
https://doi.org/10.1103/PhysRevB.102.115402
https://doi.org/10.1038/s41535-021-00414-6
https://doi.org/10.1103/PhysRevX.9.041038
https://doi.org/10.1103/PhysRevX.9.041039
https://doi.org/10.1103/PhysRevX.9.041040
https://doi.org/10.1103/PhysRevB.101.161109
https://doi.org/10.1016/j.scib.2020.07.032
https://doi.org/10.1103/PhysRevB.101.161113
https://doi.org/10.1103/PhysRevLett.122.107202
https://doi.org/10.1103/PhysRevLett.122.107202
https://doi.org/10.1103/PhysRevB.102.035144
https://doi.org/10.1103/PhysRevB.102.245136
https://doi.org/10.1021/acs.nanolett.1c01448
https://doi.org/10.1103/PhysRevLett.130.126702
https://doi.org/10.1103/PhysRevLett.130.126702
https://doi.org/10.1126/science.aax8156
https://doi.org/10.1093/nsr/nwaa089
https://doi.org/10.1038/s41563-019-0573-3
https://doi.org/10.1021/acs.nanolett.0c05117
https://doi.org/10.1038/s41467-021-25002-x
https://doi.org/10.1103/PhysRevB.105.085412
https://doi.org/10.1103/PhysRevB.105.085412
https://doi.org/10.1038/s41467-022-29259-8
https://doi.org/10.1038/s41467-025-57039-7
https://doi.org/10.1103/PhysRevMaterials.4.121202
https://doi.org/10.1103/PhysRevMaterials.4.121202
https://doi.org/10.1103/PhysRevX.10.031013
https://doi.org/10.1021/acs.nanolett.4c01597
https://doi.org/10.1021/acs.nanolett.0c00031
https://doi.org/10.1103/PhysRevX.11.021033
https://doi.org/10.1149/2162-8777/ac70fc
https://doi.org/10.1149/2162-8777/ac70fc
https://doi.org/10.1088/0256-307X/37/6/066401
https://doi.org/10.1088/1367-2630/ac1974
https://doi.org/10.1103/PhysRevB.103.184429
https://doi.org/10.1002/adma.202102935
https://doi.org/10.1002/adfm.202006516
https://doi.org/10.1002/adfm.202006516
https://doi.org/10.1002/adma.202209951
https://doi.org/10.1002/adma.202209951
https://doi.org/10.1002/sia.740010103
https://doi.org/10.1002/sia.740010103
https://doi.org/10.1073/pnas.2207681119
https://doi.org/10.1073/pnas.2207681119
http://link.aps.org/supplemental/10.1103/pt1j-996m
http://link.aps.org/supplemental/10.1103/pt1j-996m
http://link.aps.org/supplemental/10.1103/pt1j-996m
http://link.aps.org/supplemental/10.1103/pt1j-996m
http://link.aps.org/supplemental/10.1103/pt1j-996m
https://doi.org/10.1103/PhysRevB.100.104409
https://doi.org/10.1103/PhysRevB.100.104409
https://doi.org/10.1107/S0021889811038970
https://doi.org/10.1107/S0021889811038970
https://doi.org/10.1016/j.jallcom.2022.164327
https://doi.org/10.1016/j.jallcom.2022.164327
https://doi.org/10.2478/s11534-011-0096-2
https://doi.org/10.1063/1.4867517
https://doi.org/10.1063/1.4867517
https://doi.org/10.1016/0927-0256(96)00008-0
https://doi.org/10.1016/0927-0256(96)00008-0

PHYSICAL REVIEW LETTERS 137, 066603 (2026)

[58] G.Kresse and J. Furthmiiller, Phys. Rev. B 54, 11169 (1996).

[61] Felix Liipke et al., Data used in: Defect-Induced Displace-

[59] 1. P. Perdew, K. Burke, and M. Ernzerhof, Phys. Rev. Lett. ment of Topological Surface State in Quantum
77, 3865 (1996). Magnet MnBi,Te, (2026), 10.26165/JUELICH-DATA/
[60] D. Estyunin et al., APL Mater. 8, 021105 (2020). EYI1EPD.
End Matter

Our DFT calculations suggest that the variations of
the  surface-state  intensity observed in STM
measurements of sample A originate from a combination
of local conductance variations [Fig. 4(h)] and the
displacement of the surface state into the bulk near
antisites [Figs. 4(f) and 4(g)]. In contrast, for sample B,
the surface state does not correlate with the defect
locations visible on the sample surface, indicating that it
lacks significant localization within the first SL. Instead,
the surface state is pushed deeper into the bulk crystal,

making the shift of the charge density into the bulk
the dominant effect. This interpretation is supported by
the DFT calculations, which show that a reduction of
the co-antisite distance results in a more pronounced
shift of charge density into the bulk, and thus significant
reduction of the surface-state gap [28]. This vertical
displacement of the surface states is consistent with the
almost identical surface band structure observed by
ARPES for samples A and B because it is less surface
sensitive compared to STM.
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