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X-ray structure determination of compound 6

Table S1. Crystallographic data for compound 6

Compound 6

Formula Ca4H18N204

M, 398.40
Temperature (K) 100

Crystal habit colourless plate
Crystal size (mm) 0.15x 0.10 x 0.04
Crystal system Monoclinic
Space group P2,/c

Cell dimensions:

a (A) 6.5120(3)

b (A) 33.6736(13)

¢ (A) 8.5409(3)

B (°) 95.237(4)

Cell volume (A% 1865.06

Z 4

Dy (g cm™) 1.419
Radiation, wavelength (A) Cu Ka, 1.54184 A
u (mm™) 0.80

206(max) (°) 154.8
Reflections collected 39381
Independent reflections 3927

R(int) 0.031
Transmissions 0.728 — 1.000
No. of parameters 276
Goodness-of-fit on F? 1.04

wWR2 (all reflections) 0.092

R1 (F > 46(F)) 0.036

Max. Ap (e A®) 0.22




Fig. S1. The structure of compound 6 in the crystal. Ellipsoids represent 50% probability

levels.



Fig. S2. Packing diagram of compound 6. Thick dashed lines indicate classical hydrogen
bonds N1-HO1...02 via the ¢ glide plane. Molecules are linked to form chains parallel to
[201]. View direction is perpendicular to (102). Hydrogen atoms not involved in

hydrogen bonding are omitted for clarity.



