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Table S1. Crystallographic Data for 2a, 2b, 3a, 4a and 4b

2a 2b 3a 4a 4b
ef“;fgl‘l‘l’:] CagHyBiFsN;038b  CagHyyBoBiFgN,05  CogHayBoFN,05Sb CoHyyBoBrN,05Sb  CoyHyyB,BiBrN,Os
cryst syst triclinic triclinic monoclinic orthorhombic orthorhombic
space Eroup P-1 P-1 P21/c Pnma Pnma
a[A] 13.1730(10) 13.1011(13) 9.0330(7) 12.6750(10) 12.5821(7)
B[A] 13.3801(9) 13.2870(8) 16.9461(19) 23.6280(10) 23.4640(6)
Al 17.7910(11) 17.7210(10) 19.9601(9) 9.1971(12) 9.1219(17)
a[deg] 84.722(4) 84.714(5) 90 90 90
Bldeg] 68.864(4) 68.641(5) 108.624(5) 90 90
y[deg] 81.877(5) 81.857(4) 90 90 90
Z 4 4 4 4 4
p[mm'] 1.023 6.276 1.027 3.930 9.542
D, [Mg m?] 1.545 1.777 1.551 1.675 1.928
crystsize [mm]  0.33x0.31x0.19 0.32x0.26x0.08 0.31x0.25%0.15 0.28x0.26x0.26 0.38x0.35x0.16
6 range, [deg] 1-275 1-275 1-275 1-275 1-275
Toime T 0.812, 0.983 0.348, 0.661 0.801, 0.880 0.432, 0.556 0.145, 0.341
no. of reflections 52706 60 045 24287 20 386 23911
measured
no. of unique 13108, 0.051 13002, 0.035 6575, 0.041 3208, 0.033 3453,0.030
reflns, R;,@
no. of observed
rofins [/ 20(0)] 9276 10484 4845 2453 3023
no. of parameters 721 721 361 160 160
St all data 1.108 1.102 1.121 1.155 1.126
final R® indices
(> 20(D)] 0.052 0.031 0.044 0.045 0.026
<o
WR2? indices (all 0.100 0.060 0.090 0.088 0.049
data)
Ap: ma}{;g]mm' e 1183,-0.804 1.577,-1.417 1251, -0.647 0.915, -1.019 1.015, -0.997

:Z|F02'Fo,meanzl/ZFozabS:[Z(W(Foz'Fcz)z)/(Ndiffrs' paralns)]‘/z-bR(F):Z| |Fo| - |Fc| |/Z|Fo|;

WR(F?) = [EW(F? - F2P)EwW(FA))]*
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Table S1 (continue). Crystallographic Data for 9a, 9b, 10a and 12¢

9a 9¢ 10a 12¢
egfrg:ﬁ:l Ca6Hy7BoN,O3Sb.(CH,CL)  2(CapHipBoN,O3Sn).3(CsHg)  CaaHy B,N,O5Sb CsH::B,N,055n.1.5(CeHy)
cryst syst monoclinic triclinic orthorhombic monoclinic
space ﬁroup P21/c P-1 Pbca C2/c
a[A] 8.9330(5) 13.521(2) 18.5840(16) 24.2243(6)
B[A] 18.9640(9) 16.0020(15) 12.1241(18) 9.8101(3)
c[A] 17.5401(13) 18.2780(19) 22.3840(6) 31.3223(4)
o[deg] 90 87.385(10) 90 90
Bldeg] 91.832(6) 88.092(11) 90 103.263(5)
y[dZeg] 940 85.3628(10) 980 980
p[mm'] 1.144 0.693 1.127 0.745
D, [Mg m?] 1.503 1.349 1.493 1.339
cryst size [mm] 0.36x0.30x0.30 0.60x0.36x0.32 0.36x0.27x0.11 0.44x0.20x0.12
6 range, [deg] 1-275 1-275 1-27.5 1-275
Toins Tovee 0.711, 0.824 0.760, 0.869 0.758, 0.904 0.839, 0.943
no. of
reflections 33382 67 690 27077 34 064
measured
no. of unique 7490, 0.025 17318, 0.047 5750, 0.035 8224, 0.042
reflns, R,
no. of observed
rofins 1> 20(0)] 6534 13784 4396 6884
pa:a‘;gt‘;rs 352 934 307 397
S all data 1.086 1.214 1.158 1.077
final R® indices 0.036 0.084 0.034 0.037
[I>20(1)] : : : :
wR2b indices
(all data) 0.083 0.183 0.055 0.064
Ap: r[‘;ag'_;]mm' 2.800,-2.360 2.587,-1.606 0.582,-0.504 0.417,-0.700

R = S| F? - Fymen? | IZF2,5 S = [SW(F,2 - FE)(Naitts - Narams) % * RE) = 2| | Fo| - |F. /2] F,

= [ZW(F? - F2H)EWE?)H]”

, WR(F?)

Figure S1 ORTEP plot of a molecule of 2b showing 30% probability displacement ellipsoid. Hydrogen
atoms are omitted for clarity and only one of two independent molecules in the unit cell is presented.
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Figure S2 ORTEP plot of a molecule of 4a showing 30% probability displacement ellipsoid. Symmetry
operator a = X, /2-y, z. Hydrogen atoms are omitted for clarity.
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