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(1) Figure S1: PXRD patterns of 1 and 2

Complex 1 Complex 2
— Simulated — Simulated
—— Experimental — Experimental
ved w !
1'0 2'0 3'0 4‘0 5‘0 1'0 2'0 3'0 4’0 5‘0
2 theta/ degree 2 theta/ degree



Electronic Supplementary Material (ESI) for CrystEngComm
This journal is © The Royal Society of Chemistry 2013

(2) Figure S2: IR spectra of 1 and 2
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(3) Table S1 The hydrogen bond geometries for 1-2.

Complex 1

D—H---A D—H H---A D---A D—H---A
O1W—HI1WB..-03" 0.85 2.47 2.777 (5) 102.4
O1W—HIWA..-01 0.85 1.92 2.675 (5) 1475
Symmetry code: (iv) —x+1, -y, —Z.

Complex 2

06—H6---09" 0.82 1.71 2.514 (8) 167.1
010—H10A.--08 0.82 2.02 2.675 (7) 137.0
N4—H4...07" 0.86 1.84 2.696 (6) 173.0
09—H9A.---010 0.82 1.85 2.639 (9) 160.3

Symmetry codes: (ii) —x+1, =y, —z+1; (iii) x—1, y+1, z.




