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Figure S1 Rietveld refinement for Cu,ZnGeS, using powder neutron diffraction data collected at 450 K
(x* = 2.990). Observed (black crosses), refined (red solid lines), difference (blue bottom line) and
calculated background (yellow line) profiles. Reflection positions are marked by olive lines.



20=146.72°
Rye=13%

e e
o N M O
P R BT BT

Intensity
oo
1

(o))
P
-+

R e = A

0 1 A T D O ORI OO0 O SOOI 0 0Ty ne e \'\ [ (Il | I I Il

0.6 0.8 1.0 12 14 1.6 18 2.0 2.2

209 29=9259°
R, =15%
15 4
2
% 101
c
5_
0_ --"I;'I-I;IMH‘IIJI\II\I-HII‘[\HHIHF\MM\\H [RI . Il [ [ | |
oy S N
T T T T T T T T T T T T
0.5 1.0 1.5 2.0 2.5 3.0 3.5
d - spacing / &

Figure S2 Rietveld refinement for Cu,ZnGeS, using powder neutron diffraction data collected at 473 K
(x* = 2.806). Observed (black crosses), refined (red solid lines), difference (blue bottom line) and
calculated background (yellow line) profiles. Reflection positions are marked by olive lines.
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Figure S3 Rietveld refinement for Cu,ZnGeS, using powder neutron diffraction data collected at 473 K
(x* = 2.064). Observed (black crosses), refined (red solid lines), difference (blue bottom line) and
calculated background (yellow line) profiles. Reflection positions are marked by olive lines.



