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1. Figures 

 

 

 

Figure S1. Asymmetric unit of compound 2 with 30% probability ellipsoids, the disorder is 
not shown. Selected selected interatomic distances (Å) and angles (°): Sn(3)-Cl(2) 2.5465(12), 
Sn(4)-Cl(2) 2.5725(13), Sn(3)-Cl(2)-Sn(4) 83.71(4), C(11)-Sn(4)-Cl(2) 81.44(13), 
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Figure S2. 13C NMR spectrum (CDCl3 capillary) of the ethyl acetate used for the reaction 
with compound 2. 
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Figure S3. Molecular structure of compound 3 with 30% ellipsoid probability. Disorder and 
the hydrogen atoms are omitted for clarity.   
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Figure S4. Molecular structure of compound 3 (Molecule A) with 30% ellipsoid probability. 
The hydrogen atoms are omitted for clarity.   

 

 

 

Figure S5. Molecular structure of compound 3 (Molecule B) with 30% ellipsoid probability. 
The hydrogen atoms are omitted for clarity.   
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Figure S6. Part of the 1H NMR spectrum of the organotin hydroxide 4 (top), after addition of 
D2O (bottom)  
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Table S1. Crystallographic data for compound 1∙0.5C3H6O, 2, 3. 

 1∙0.5C3H6O 2 3 
Empirical formula C32.5H85 Cl2O0.5Si8Sn2 C63H94BClF24Si8Sn2 C65H97BF24O2Si8Sn2 
Formula mass [gmol-1] 1017.00 1815.74 1839.33 
λ [Å] 0.71073 0.71073 0.71073 
T [K] 173(2) 173(2) 173(2) 
Crystal system orthorhombic triclinic triclinic 
Crystal size [mm] 0.31x0.25x0.08 0.43x0.18x0.13 0.33x0.15x0.07 
Space group Pbcn P  P  
a [Å] 28.4631(10) 18.0884(5) 21.0297(7) 
b [Å] 23.2026(5) 19.9197(6) 21.3202(8) 
c [Å] 16.3645(4) 25.3597(8) 22.2151(9) 
α [°] 90 95.528(2) 62.979(4) 
β [°] 90 100.315(3) 80.751(3) 
γ  [°] 90 110.312(3) 85.767(3) 
V [Å3] 10807.4(5) 8305.5(5) 8757.7(6) 
Z 8 4 4 
ρcalcd.[Mgm-3] 1.250 1.452 1.395 
μ [mm-1] 1.221 0.838 0.768 
F(000) 4240 3688 3744 
θ range [°] 2.265-25.242 2.185-25.499 2.169-25.50 
Index ranges -38 ≤ h ≤ 38 

-30 ≤ k ≤ 31 
-22≤ l ≤ 22 

-21 ≤ h ≤ 21 
-24 ≤ k ≤ 24 
-30≤ l ≤ 30 

-25 ≤ h ≤ 25 
-25 ≤ k ≤ 25 
-26 ≤ l ≤ 26 

No. of reflections 
collected 

118841 113070 101867 

Completeness of θmax [%] 99.9 99.9 99.9 
No. of independent 
reflections / R int. 

13761 / 0.0650 30901 / 0.0528 32571 / 0.0666 

No. of reflections 
observed with [I > 2σ(I)] 

10334 23326 21793 

Absorption correction Semi-empirical from 
equivalents 

Semi-empirical from 
equivalents 

Semi-empirical from 
equivalents 

Tmax/Tmin 1.0/0.83029 1.0/0.92877 1.0/0.81355 
No. of refined 
parameters/restraints 

405/1 1949/180 1904/295 

GoF(F2) 0.960 1.065 0.976 
R1(F) [I > 2σ(I)] 0.0483 0.0566 0.0600 
wR2(F2) (all data) 0.1477 0.1635 0.1699 
(Δ/σ)max. 0.001 0.007 0.008 
Largest difference 
peak/hole [eÅ-3] 

0.996 / -0.818 3.307 / -1.457 1.956 / -1.016 

CCDC number 1409484 1409485 1409486 
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Table S2. Crystallographic data for compound 4, 5. 

 4 5 
Empirical formula C63H95BOF24Si8Sn2 C31H82OSi8Sn2 
Formula mass [gmol-1] 1797.29 933.06 
λ [Å] 0.71073 1.54178 
T [K] 173(2) 296(2) 
Crystal system triclinic monoclinic 
Crystal size [mm] 0.28x0.21x0.17 0.58x0.42x0.22 
Space group P  C2/c 
a [Å] 14.6916(4) 21.800(6) 
b [Å] 17.9511(6) 9.4970(4) 
c [Å] 18.3180(5) 25.406(3) 
α [°] 113.362(3) 90 
β [°] 97.832(2) 106.313(15) 
γ  [°] 104.520(3) 90 
V [Å3] 4139.6(2) 5048.2(16) 
Z 2 4 
ρcalcd.[Mgm-3] 1.442 1.228 
μ [mm-1] 0.810 9.833 
F(000) 1828 1952 
θ range [°] 2.252-25.500 3.625-74.642  
Index ranges -17 ≤ h ≤ 17 

-21 ≤ k ≤ 21 
-22≤ l ≤ 22 

0  ≤ h ≤ 27 
0  ≤ k ≤ 11 
-31≤ l ≤ 31 

No. of reflections 
collected 

47920 5174 

Completeness of θmax [%] 99.9 99.9 
No. of independent 
reflections / R int. 

15405 / 0.0240 5174 / n. d. 

No. of reflections 
observed with [I > 2σ(I)] 

13353 4633 

Absorption correction Semi-empirical from 
equivalents 

psi scan 

Tmax/Tmin 1.0/0.86424 0.217/ 0.069 
No. of refined 
parameters/restraints 

999/170 228/82 

GoF(F2) 1.032 1.019 
R1(F) [I > 2σ(I)] 0.0507 0.0807 
wR2(F2) (all data) 0.1442 0.2277 
(Δ/σ)max. 0.002 0.001 
Largest difference 
peak/hole [eÅ-3] 

1.310 / -0.951 2.262 /  -2.217  

CCDC number 1409487 1409488 
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