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Figure S1. Crystal structure of 1..
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Figure S2. Experimental and simulated X-ray powder diffraction patterns for 1.
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Figure S3. Partial density of states (PDOS) of 1.
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Figure S4. Arrhenius plot relating to the dependence of conductivity on temperature
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Figure S5. SEM images of crystal surface for 1.
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Figure S6. Thermogravimetric (TG) curve of 1.



Table S1. Crystal data for 1

Empirical formula CsH4415N3Sb
Formula weight 869.42
Temperature/K 320.02
Crystal system orthorhombic
Space group P2,2,2,

Cell parameters a=38.9312(2)

b = 10.7807(3)
¢ = 18.0106(6)
B=90

V = 1734.14(8)

Z, Calculated density 4, 3.330 g/cm3

F(000) 1512.0

Radiation MoKa (A =0.71073)

Theta range 4.404 to 54.276°
-11<h<11,

Limiting indices -13<k<6,
-28</<21

Reflections collected / unique  14571/3823 (Ri,:= 0.0529)

Data/restraints/parameters 3823/99/120

GOF. 1.044
Final R indexes [/>=20 (/)] R, =0.0521, wR,=0.1282
R indexes (all data) R,;=0.0711, wR,=0.1431




Table S2. Bond lengths for 1.

Atom Atom Length/A Atom Atom Length/A
Sb1 12 2.8952(8) N1 C1 1.4200
Sb1l 11 3.0008(8) Cc2 Cc3 1.4200
Sh1 13 2.8604(8) c3 N2 1.4200
Sb1 15 3.1750(8) c3 c4 1.446(11)
Sb1 |5#1 3.2270(8) N2 c1 1.4200
Sb1 14 3.0371(8) C4 c5 1.435(12)
N1 c2 1.4200 N3 (6] 1.456(12)
#1 -1/2+X,3/2-Y,1-Z
Table S3. Bond angles for 1.

Bond Angle/® Bond Angle/®
12-Sb1-11 90.27(2) 14-Sb1-I5 88.51(2)
12-Sb1-I15 176.75(3) 14-Sb1-151 88.91(2)
12-Sb1-15#1 88.83(2) Sb1-15-Sh1#2 176.71(3)
12-Sb1-14 89.52(2) C2-N1-C1 108.0
11-Sb1-15%1 87.51(2) N1-C2-C3 108.0
11-Sb1-15 91.53(2) C2-C3-N2 108.0
11-Sb1-14 176.42(3) C2-C3-C4 136.9(9)
13-Sb1-12 94.64(2) N2-C3-C4 115.0(9)
13-Sb1-I1 92.42(2) C1-N2-C3 108.0
13-Sb1-15#1 176.53(3) N2-C1-N1 108.0
13-Sb1-I15 87.98(2) C5-C4-C3 145.1(11)
13-Sb1-14 91.16(2) C4-C5-N3 90.4(9)
15-Sh1-15#1 88.549(11)

#1 -1/2+X,3/2-Y,1-Z; #2 1/24X,3/2-Y,1-Z



