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Cartesian coordinates of optimized geometries.
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Table S1. Crystal data and structure refinement for compound 9.

Identification code
Empirical formula
Formula weight
Temperature
Wavelength
Crystal system
Space group

Unit cell dimensions

Volume

zZ

Density (calculated)
Absorption coefficient

F(000)

Crystal size

Theta range for data collection
Index ranges

Reflections collected
Independent reflections
Completeness to theta = 24.71°
Absorption correction

Max. and min. transmission
Refinement method

Data / restraints / parameters
Goodness-of-fit on F?

Final R indices [[>2sigma(])]
R indices (all data)

Largest diff. peak and hole

9

C;31HyBi,CI5N,0,

778.03

1732) K

0.71073 A

Monoclinic

P2(1)/n

a=12.334(3) A o= 90°.
b=152353) A B=103.87(3)°.
c=19.277(4) A v =190°.
3516.9(12) A3

4

1.469 Mg/m3

5.265 mm’!

1552

0.25x 0.12 x 0.07 mm’?

3.22to0 24.71°.

-12<=h<=14, -17<=k<=17, -22<=I<=22
27630

5972 [R(int) = 0.1238]

99.7 %

Semi-empirical from equivalents
0.7095 and 0.3528

Full-matrix least-squares on F?
5972/6/343

0.814

R1=0.0424, wR2 = 0.0690
R1=0.1140, wR2 = 0.0796

2.671 and -0.782 e A3
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Table S2. Crystal data and structure refinement for compound 11.

Identification code
Empirical formula
Formula weight
Temperature
Wavelength
Crystal system
Space group

Unit cell dimensions

Volume

zZ

Density (calculated)
Absorption coefficient

F(000)

Crystal size

Theta range for data collection
Index ranges

Reflections collected
Independent reflections
Completeness to theta = 24.71°
Absorption correction

Max. and min. transmission
Refinement method

Data / restraints / parameters
Goodness-of-fit on F?

Final R indices [[>2sigma(])]
R indices (all data)

Largest diff. peak and hole

11

C6H2sBi;C1,F3N,0485,

681.34

1732) K

0.71073 A

Triclinic

P-1

a=9.4152) A a=102.25(3) °
b=10.53812) A B=92.74(3) °
c=124333)A y=95.89(3) °.
1195.1(4) A3

2

1.892 Mg/m?

7.728 mm’!

660

0.25x 0.18 x 0.15 mm’®

2.87 to0 25.03°.

-10<=h<=11, -12<=k<=12, -14<=I<=14
9400

4231 [R(int) = 0.0761]

99.8 %

Semi-empirical from equivalents

0.3902 and 0.2482

Full-matrix least-squares on F?

4231/0/262

1.052

R1=0.0556, wR2 = 0.1202

R1=0.0733, wR2 =0.1303

2.892 and -2.147 ¢.A"3
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