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1. Table S1 Crystallographic information for the crystal structures of Form I and Form II

Crystal Form Form I Form II
Empirical formula C,H7N;0, C,H7N50,
Formula weight 235.28 235.28
Temperature/K 173(2) 173(2)
Crystal system Monoclinic Monoclinic
Space group C2/c P2\/c

alA 21.8108(4) 9.2041(2)
b/A 7.0776(2) 11.1274(3)
c/A 18.1625(5) 11.9383(3)
a/° 90 90

pl° 116.465(3) 92.3570(10)
y/° 90 90
Volume/A? 2509.90(12) 1221.66(5)
VA 8 4

Density/ g/cm? 1.245 1.279
p/mm-1 0.087 0.089
F(000) 1008 504

Crystal size/mm? 0.255x0.184x 0.152 0.728 x 0.495 x 0.228
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2. PXRD patterns
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Figure S1 PXRD Patterns for both Form I and Form 11, calculated and experimental.
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Figure S2 Hirshfeld Surface Fingerprint spots for both Form I and Form II



