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Selected Crystallographic Data of (DHDA-TTP)4AuI2 and (DHDA-TTP)2X (X= ClO4, AsF6, SbF6)

(DHDA-TTP)4AuI2
(DHDA-TTP)2ClO4
(DHDA-TTP)2AsF6
(DHDA-TTP)2SbF6

Formula


C22S16H20Au0.5I1
C22H20S16Cl1O4
C22H20S16As1F6
C22H20S16Sb1F6
Temperature/K

298

295

295

295

Formula mass

1024.42

896.81

976.19

1033.10

Crystal system

Monoclinic
Triclinic

Triclinic

Monoclinic

a/Å


37.27(2)

7.839(4)

7.952(2)

37.26(1)

b/Å


7.953(4)

17.451(6)

17.591(5)

8.2646(8)

c/Å


11.448(8)

6.460(4)

6.455(2)

11.282(3)

/deg




96.82(4)

96.25(2)



/deg


100.18(5)

108.45(4)

108.32(2)

98.60(1)

/deg




91.38(4)

91.24(2)



V/Å3


3339(3)

830.6(7)

850.5(4)

3435(1)

Space group 

C2/c

P
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P
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C2/c

Z


4

1

1

4
Dcalced/Mg m–3

2.04

1.793

1.906

1.998

Crystal dimensions/mm3
0.5  0.4  0.2
0.5 0.1 0.05
0.5 0.4 0.25
0.4 0.3 0.08
Crystal color

Black

Black

Black

Black
Radiation


Mo K

Mo K

Mo K

Mo K
µ(Mo K)/cm–1

7.211

11.534

20.339

18.28
Diffractometer

MacScience 
Rigaku AFC7R
Rigaku AFC7R
Rigaku RAXIS-IV IP

MXC18
Total no. of reflcns

5700

3927

4192

2822
No. of unique reflcns

4311

3801

3913

2745

No. of reflcns obsd

2936 (I > 3(I))
1578 (I > 2(I))
2983 (I > 3(I))
2199 (I > 3(I))
No. of parameters

200

205

235

205
R; RW


0.067; 0.089
0.070; 0.069
0.045; 0.064
0.092; 0.097
GOF


1.804

1.600

2.130

3.97
Max peak in 
final diff. map (e/Å–3)
1.28/–0.81
0.699/–0.578
0.699/–0.578
1.026/–1.271
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