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Figure S1. Powder X-ray Diffraction (PXRD) patterns of experimental data and the calculated
data.
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Figure S2. PXRD patterns of 1 recorded on the freshly - prepared sample (1 day) and after 60

days.
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Figure S3.TG curves for 1.
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Figure S4.Temperature-dependent I-V curves of 1.
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Table S1. Crystal Data and Structure Refinements for 1

Temperature (K)
Formula
Crystal system, Space group

Cell parameters (4)

V (4%

Z

p (g /cm?)

F(000)

Theta range (°)

Limiting indices

Reflections collected / unique
Completeness

GOF.

Final R indices [/ > 26(/)]

R indices (all data)

100

C4H4N,CdBr,4

Monoclinic, P2,/c

a= 9.5648 (6); b= 7.9073 (4);
¢ =7.9960(5)

591.99(2)

2

2.930

480

3.9780-29.1180

-11<=h<=9, -9<=k<= 9, -9<=/<=8
1192 /1099 [Rin = 0.041]
99.15%

1.044

R, =0.0277, wR, = 0.0632

R, =0.0308, wR, = 0.0647




Table S2. Bond Lengths of compound 1.

Atom Atom
Cdl  Br2
Cdl  Br2!
Cdl  Br3!
Cdl  Br3
Cdl  Br3?

Length/A  Atom Atom
2.6409(5) (d1 Br33
2.6409(5) Br3 Cdi1t
2.8257(4)
2.8257(4)
2.8543(4)

Table S3. Bond Angles of compound 1.
Atom Atom Atom Angle/

Br2
Br2
Br2!
Br2
Br2!
Br3!

Br2

Br2!
Br3!

Cdl
Cdl
Cdl
Cdl
Cdl
Cdl

Cdl

Cdl
Cdl

Br2! 180.0
Br3! 90.152 (14)
Br3! 89.848(14)
Br3 89.848(14)
Br3 90.152 (14)
Br3 180.0
Brd3®  92.036(14)
Br32 87.964 (14)
Br3? 90.324 (5)

Length/A
2.8543(4)

2.8543(4)

Atom Atom Atom

Br3
Br2
Br2!
Br3!
Br3
Br32

Cdl

Cdl
Cdl
Cdl
Cdl
Cdl
Cdl

Br3

Br32
Br33
Br33
Br33
Br33
Br33

Cd14

Angle/
89.677(5)

87.964(14)
92.036(14)
89.676(5)
90.323(5)
180.000(12)

163.714(18)



