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Table S1: Crystal data and structure refinement for 1 and 2.

Data collection and refinement parameters 1 2

CCDC no. 2517508 2517506

Formula unit (CsH12NOs) (C7HsNOs) 0.63(H20) (CsH12NOs) (CsH3sN202)
Formula mass (g mol) 333.66 293.28

Crystal system monoclinic monoclinic

Space group P21/c (No. 14) P21/n (No. 14)
alA 7.2978(3) 4.5766(2)

b/A 14.5994(6) 26.5210(12)

c/A 14.4328(6) 10.5787(5)

o/° 90 90

p/e 103.142(2) 90.855(2)

v/° 90 90

Volume (43) 1497.45(11) 1283.86(10)

V4 4 4

Deale (g cm3) 1.480 1.517

F (000) 705 616

p (MoKa) (mm-1) 0.117 0.118

Crystal size (mm?) 0.27 x 0.36 x 0.39 0.10x 0.14x 0.17
Temperature (K) 100 100

Range scanned o (°) 2.0-35.8 2.1-28.3

Index ranges -12:10;-23: 23 ; -23: 23 -5: 6;-35:35;-14: 14
Total number of reflections collected 100239 46424

Number of unique reflections 6936 3180

Number of reflections with I > 2c (I) 5510 2677

Number of least-squares parameters 270 208

Rint 0.049 0.051

S 1.04 1.04

Ri1 (I>20 (1)) 0.0401 0.0342

wR2 0.1193 0.0904

Weighting scheme parameters a=0.0618, b =0.3462 a=0.0387,b=0.7130
(A/O)mean 0.00 0.00

Ap excursions (e A-3) -0.30, 0.50 -0.25,0.31
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Figure S1: Observed disorder of the aliphatic hydroxyl group and the water molecule in the structure of 1 (PN-
PAS-H:20, the colours represent the corresponding site occupancies).



p-aminosalicylic acid 7

Pyridoxine

Experimental 1

5 10 15 20 o9° 25 30 35 40

Figure S2a: The simulated and experimental PXRD profiles of 1 along with the profiles of the starting materials for
1.
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Figure S2b: The simulated and experimental PXRD profiles of 2 along with the profiles of the starting materials
for 2.
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Figure S3: DSC thermograms of the starting materials.
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Figure S4: TGA thermograms for the crystalline and milling products of 1 (PN-PCBA).
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Figure S5a: DSC thermogram of 2a showing disappearance of the first endotherm after temperature cycling.
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Figure S5b: PXRD profiles of 22 and 2c before and after temperature cycling.
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Figure S6: TGA thermograms for the milling products of 2 (PN-PCBA).
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Figure S7: FTIR spectra of the starting materials.



