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Figure S1 The powder- XRD patterns of the homogeneous NaCl crystals obtained from pure saturated 

NaCl solution.
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Figure S2 The powder- XRD patterns of the homogeneous NaCl crystals obtained from 30% (w/v) α-

alanine contaminated saturated NaCl solution.

Figure S3 The powder- XRD patterns of the homogeneous NaCl crystals obtained from 30% (w/v) β-

alanine contaminated saturated NaCl solution.



4

Figure S4 ESI-MS spectrum of α-alanine.

Figure S5 ESI-MS spectrum of β-alanine.
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Figure S6 HPLC (High-performance liquid chromatography) Curve of α-alanine.

Figure S7 HPLC (High-performance liquid chromatography) Curve of β-alanine.
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Figure S8 DSC Curve of α-alanine showing the melting point measurements.

Figure S9 DSC Curve of β-alanine showing the melting point measurements.
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Table TS1. CHN analysis of α-alanine.

C H N

Chem Biodraw analysis 

data for α-alanine

40.44% 7.92% 15.72%

Experimental analysis data 

for α-alanine

40.45% 7.90% 15.66%

Table TS2. CHN analysis of β-alanine.

C H N

Chem Biodraw analysis 

data for β-alanine

40.44% 7.92% 15.72%

Experimental analysis data 

for β-alanine

40.46% 7.79% 15.68%

       

2.282.41 2.14 2.452.41
1.99

2.97
2.25

2.34

          β-alanine-100                                  β-alanine-110                                        β-alanine-111

        (-24.3 kcal/mol)                              (-25.4 kcal/mol)                                (-20.0 kcal/mol)

            

Figure S10 BSSE corrected energies (kcal/mol) Calculated at the M06-2X/6-31+G(d) level for β-alanine 

with {100}, {110}, and {111} Surfaces of NaCl derived from slab model. (The interaction energies are 

given in bracket).


