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Figure S1. Photographs of crystal for (a) 2A3NPCI, (b) 2A3NPBr, (c) 2A3NPI

— calculated
— experimental

10 20 30 40 50
2Theta (Deg. )

(2)



— calculated
— experimental

l_ll' lL._...“_;......‘_

10 20 30 40
2Theta(Deg.)

(b)

——calculated
— experimetal

10 20 30 40 50
2Theta(Deg. )
(c)

Figure S2. Experimental and caculated powder X-ray diffraction patterns for (a)
2A3NPCI, (b) 2A3NPBr, (c) 2A3NPL
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Figure S3. TGA curves of 2A3NPCI, 2A3NPBr and 2A3NPI.



Figure S5. The zigzag chain by the unique intermolecular hydrogen bonds
(N2—H2A.--02) extending along c-axis of 2A3NPCI.

Table S1. The calculated bond length and angles of hydrogen bonds in 2A3NPI by
functional B3LYP with the 6-311+ G (d) mode.

drmi diNi dim din £NI1-H1--"1 ZN2-H2--'1

L4l  2.60438 3.46168  2.83303  3.63492 164.75895 152.21141

L3I 274247  3.59465  3.07529  3.91869 173.57058 157.44878

LA4I: 2A3NPI

L3I: The molecular arrangement of 2A3NPI is supposed to be the same as that of
2A3NPBr as shown in the following caption.
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