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Supplementary Materials—Properties and PXRDs of a-, B- and y-glycine polymorphs
1. Properties of a-, B- and y-glycine polymorphs

Some of the properties of the three glycine polymorphs are summarized in Table S1.

Table S1. Properties of a-, 3- and y-glycine crystals.

Property a-Glycine B-Glycine vy-Glycine
space group [1] P2i/n P2 P31 or P32
Z (formula units per cell) [1] 4 2 3
unit cell volume (A3) [1] 309.6 157.3 235.1
solubility in pure water at 298.15 K (g/(100g water)) [2] 25.03 NA 23.49
solution enthalpy AsolHm (J mol™) [3] 14,523 +76 14,198 +73 14,791 + 84
sublimation enthalpy AHsuw at 298.15 K (J mol™ K™) [4] 140.58 138.09 141.70
isobaric heat capacity Cp at 298.15 K (J mol! K?) [4] 89.85 90.46 89.78

2. PXRD patterns and analyses of glycine polymorphs

The simulated PXRD patterns of o-, 3- and y-glycine references are shown in Figure
S1-a. Note that Materials Studio’s CSD codes of Gly29 (a-form), Gly33 (y-form) and Gly31
(p-form) were used in PXRD simulation. As an illustration of solid phase analyses, the
PXRD patterns of a-glycine crystal samples before and after the test of a-glycine solubility
in a glycine aqueous solution in the presence of 1m Na250: are presented in Figures S1-b.
Similarly, the PXRD patterns of y-glycine crystal samples before and after the test of y-
glycine solubility in a glycine aqueous solution in the presence of Im Na25Os are presented
in Figures Sl-c.

Comparing the PXRD patterns (Figure S1-b) of a-glycine crystal samples with those
(Figure S1-a) of a-, 3- and y-glycine references reveals that the metastable a-glycine crys-
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Figure S1. PXRD patterns of a-, 3- and y-glycine references (S1-a), a-glycine crystal samples (S1-
b) before and after the a-glycine solubility test, and y-glycine crystal samples (S1-c) before and
after the y-glycine solubility test.
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