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DSC traces of compounds 2a,b, 3a and X-ray data of compound 3b
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DSC traces of compounds (2a,b) and (3a):
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Figure S1: DSC trace of compound 3a (heating/cooling rate 10 K min™?).
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Figure S2: DSC trace of compound 2a (heating/cooling rate 10 K min ™).
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Figure S3: DSC trace of compound 2b (heating/cooling rate 10 K min™).

X-ray data of compound (3b):

Table S1: Temperature-dependent layer spacing of compound 3b.

Temperature Layer spacing
T/[°C] door/[A]

75.2 34.19

59.5 34.16

43.8 35.38

WAXS 59.5 4.74 (halo)
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Table S2: Water content of selected compounds.

Comp. Sample Weightof Concentration Weight of  Detected % H,0
weight CH,Cl, (sample weight/ the solution mass of

[mg] [mg] weight of CH,Cl,) in [mg] H.0 in [ug]

CH.Cl, 1369.8 — — 1369.8 32.09 2.34:107
CH.Cl, 1098.9 - — 1098.9 26.6@ 2.42:10°
71 5125  2988.71 1.69-10% 932.7 42.2 0.13
2b 4738  2076.88 1.56:10" 1656.0 136.8 0.38
3a 4145  2606.73 1.3710% 2012.4 145.3 0.36

(@) @ =238 ugH,0in1gabs. CH,CI,



