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Tabel 1. Predicted crystal structures of DPH.

Crystal Energy Volume Lattice Length (A)
Ranks | (kcal/mol) (A3) a b c
1 0.00 1529.1 8.716 8.747 20.055
2 0.07 1527.0 10.163 8.069 18.621
13 292 1530.9 12.130 4.746 26.595
19 3.19 15647.2 28,183 11.787 4.657
Exp. 1382.2 7.730(2) 9.881(2) 18.096(3)

a The predicted crystal structures were ranked based on their crystal energies.

Tabel 2. Predicted crystal structures of F-DPH.

Crystal Energy Volume Lattice Length A)
Ranka | (kcal/mol) (A3) a b c
1 0.00 1647.5 13.254 4.154 29.925
13 9.46 1773.6 31.272 6.822 8.314
Exp. 1469.2(17) | 12.562(10) 3.926(2) 29.79(2)

a See the footnote in Table 1.
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