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Figure S1. Magnified view of the Joint PDF (left) and Rietveld fits (right) using the HAZFAPO1 model (350-470 K) and
HAZFAPO7 (480-500 K). The fits were done in the 0-50 A and 1-60° range.

S1



12.50

12.45/
3.9071

a (A)

3.851

3.80

27.8

27.71

HAZFAPO1
HAZFAPO7

300

400
T (K)

11.30

g 11.251
Q
11.201
109.50 30
o 92.00
Q
91.751
91.50
91.251
7.5
<
~,  5.0] ]
S {
14
2.5
0.0 — : ‘
300 400 500
T (K)

Figure S2. Refined lattice parameters and Ru, of the combined refinement.

S2



6] . .
: HAZFAPO1 at 470 K

6- HAZFAPO7 at 480 K

G(r)(arbitrary)

Figure 3. Simulated XPDF of BIPY:SQA models refined against PDF and Bragg data with C-C, C-N, C-O, O-O and N-O partials
indicated at 470 K and 480 K.
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