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Table S1. Single crystal data and structure refinement for OD phase of PCNB at 100 and 200 K.
Estimated standard deviations in parenthesis.

Temperature (o) /K 100(2) 200(2)
Crystal system Rhombohedral Rhombohedral
Space group R3 R3
a(c)/A 8.7160(12) 8.7440(12)
b (c) /A 8.7160 (12) 8.7440(12)
c(o)/A 10.946 (4) 11.068(4)
a(o)/® 90 90
p©"° 90 90
7@ /° 120 120
Cell Volume (c) /A3 720.1(2) 733.9(1)
AVA 3/1 3/1

M /g-mol"! 295.32 295.32
Dy /g-em? 2.034 2.007

¢ /mm! 1.576 1.549
F(000) 432 432

Crystal shape / mm?

0.05 x 0.02 x 0.02

Radiation 0.72931 0.72931
O range for data collection 3.364-31.245 3.345-31.391
Sl11<h<11 BIEY RGN
Index ranges -12<k<12 -12<k<12
-15</<15 -15</<15
Reflections collected 7351 4573
. 805 495
Independent reflections R, =0.1108 Ry = 0.1362
Reflections with
1> 25(1) 759 382
No. parameters 47 47
Goodness-of-fit on F? 1.007 0.882

Ry/wR; indexes [I>=2¢ (I)]

0.0429/0.1355

0.0543/0.1341

Ry/wR, indexes [all data]

0.0435/0.1371

0.0580/0.1395

Largest diff. peak/hole / e A-3

0.456/-0.330

0.258/-0.380

CCDC

2266449

2266450




