Structural phase transition and related electronic properties in
quasi one-dimensional (NbSe4)10:l

Maciej Zubko, Joachim Kusz, Albert Prodan, Saso Sturm, Herman J.P. van Midden, J. Craig Bennett, Grzegorz
Dubin, Erik Zupani¢ and Horst B6hm

Supplementary material

| T T ' LN ' T ' | ' T ' T ' |
a ) Experiment |H——
Simulation |——— |

4x10% 5x10*
T
I

3x10*
T

Intensity [a.u.]

2x10*
T




-

I
4
T

ent

!
3
elffim
lation

Expefriment
Simplation
Xp
Sim

e

LuUU!

—~
0

~
O

UL U

N
=

=

5
©Cut: h 0 16

—
X
0

| | 1 | | |
L,0TXE ,01%2 ,01 0 01Xy ,0IXE ,01x2 ,0T

[me] £Lysusqug [me] £Lysusrug

|
1539 L01X¥

o

i4

o



14

Cut: h 0 18

o

Experjment
Simjulation

~
©

Jm_

TxG

|
L01XF

| I
;0TxE 50Tx3
[me] £ysusqug

|
,0T

0

14

Cut: h 0 20

o

O _ T _ T _ T I T
-m..m

© !
I.nwm“e :
a B
lk&

- )
le_ I _ I _ I _ m_
IXG  L0IxF  ,0Ixe  ,0Ix@ ,07 0

[ne] L£ysusqug

Figure S1



Comparison of one-dimensional sections through the diffuse scattering, stretched
perpendicular to the c* direction and with common intersections with the hk
planes, at selected points in the reciprocal space: (a) (h 0 10), (b) (h 0 12), (c) (h
016), (d) (h018) and (e) (h 0 20).
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Figure S2

Nb-Nb distances at 100 K in the average structure (upper part) and in the
superstructure approximation (bottom part) with two different chains present in
the superstructure cell. Two superstructure and four average structure cells are
shown. Vertical lines represent periods of the average unit cell along ¢ direction.
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Figure S3

Comparison of the Nb-Nb distances in the HT (300 K) and LT (100 K) average
structures and in the superstructure approximation at 100 K. Only Nb atoms are
shown. Green are isolated Nb atoms with large distances to the neighbouring
atoms, red and magenta are Nb, pairs with shortest and intermediate distances,
and blue are Nbs; groups with intermediate distances.



