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Table S1. The hydrogen bonds in LAM-NFA, LAM-MFA, LAM-DFA, and LAM-FFA 

salts.

Salts D H A d (D-A) / Å D-H-A / °
N2 H2 O3 (1-X, +Y, +Z) 2.625 166.4
N4 H4B O4 (1-X, +Y, +Z) 2.781 175.0
N5 H5A N3 (-X, 1-Y, 2-Z) 2.957 179.1

LAM-FFA

N6 H6 O3 2.638 129.0
N2 H2 O2 (1+X, +Y, +Z) 2.554 171.4
N4 H4 O1 (1+X, +Y, +Z) 2.864 174.8
N4 H4B O3 (1-X, 1-Y, -Z) 2.954 165.0
N5 H5A N3 (1-X, 1-Y, 1-Z) 2.919 169.2
N5 H5B O3 (+X, +Y, 1+Z) 2.850 146.3
N6 H6 O2 2.792 156.9
N8 H8 O4 2.554 168.4

N10 H10A O3 2.933 172.8
N11 H11B O1 (1+X, +Y, +Z) 2.803 148.7

LAM-DFA

N12 H12A O4 2.801 152.8
N2 H2 O2 (-X, 1-Y, 1-Z) 2.591 153.4
N4 H4B O3(1+X, +Y, +Z) 2.819 124.9
N5 H5A O3 (1-X, 1-Y, 1-Z) 2.985 163.6
N5 H5B O1 (-X, 1-Y, 1-Z) 2.891 165.9
N6 H6 O1 2.665 134.2

LAM-MFA

O3 H3 O2 (-X, 1-Y, 1-Z) 2.829 151.7
N2 H2 O1 2.601 136.0
N4 H4A O2 (1-X, 1-Y, 1-Z) 2.702 168.9
N6 H6A O1 (1-X, 1-Y, 1-Z) 2.758 169.4
N6 H6B O2S (2-X, 1-Y, 1-Z) 2.979 163.8
N7 H7B O2S 2.771 133.2

O1S H1S O2 (1-X, -Y, 1-Z) 2.787 167.5

LAM-NFA

O2S H2S O1S (1+X, 1+Y, +Z) 2.666 174.5

  

Table S2. Calibration curves and R-squared of LAM, FFA, DFA, MFA, NFA in solubility 



experiments

Calibration curve R2

LAM y = 7.30x 1

FFA y = 17194x 1

DFA y = 8221.80x 1

MFA y = 17784x 0.999

NFA y = 22.79x 1

Table S3. Solubility results of LAM and its salts

Solubility (μg/mL)
Compound

s
pH 1.2 SD pH 3.0 SD pH 5.0 SD pH 6.8 SD Water SD
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Fig. S1. Phase transformation analysis of LAM and LAM-FFA salts after solubility using PXRD 

(a): LAM, (b): LAM monohydrate, (c): FFA, (d): LAM-FFA, (e): LAM-FFA in pH = 1.2 buffer 

solution (f): LAM-FFA in pH = 6.8 buffer solution; (g): LAM-FFA in water



Fig. S2. Phase transformation analysis of LAM and LAM-DFA salts after solubility using PXRD 

(a): LAM, (b): LAM monohydrate, (c): DFA, (d): LAM-DFA, (e): LAM-DFA in pH = 1.2 buffer 

solution (f): LAM-DFA in pH = 6.8 buffer solution; (g): LAM-DFA in water



Fig. S3. Phase transformation analysis of LAM and LAM-MFA salts after solubility using PXRD 

(a): LAM, (b): LAM monohydrate, (c): MFA, (d): LAM-MFA, (e): LAM-MFA in pH = 1.2 buffer 

solution (f): LAM-MFA in pH = 6.8 buffer solution; (g): LAM-MFA in water



Fig. S4. Phase transformation analysis of LAM and LAM-NFA salts after solubility using PXRD 

(a): LAM, (b): LAM monohydrate, (c): NFA, (d): LAM-NFA, (e): LAM-NFA in pH = 1.2 buffer 

solution (f): LAM-NFA in pH = 6.8 buffer solution; (g): LAM-NFA in water



Fig. S5. Experimental and simulated PXRD of LAM salts. (a): experimental PXRD of LAM-FFA; 

(b): simulated PXRD of LAM-FFA; (c): experimental PXRD of LAM-DFA; (d): simulated PXRD 

of LAM-DFA; (e): experimental PXRD of LAM-MFA; (f): simulated PXRD of LAM-MFA; (g): 

experimental PXRD of LAM-NFA; (h): simulated PXRD of LAM-NFA



Fig. S6. Calibration curves for HPLC measurement of LAM and NFA in solubility experiments



Fig. S7. Calibration curves for HPLC measurement of FFA, DFA and MFA in solubility 
experiments


