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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 (A) 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. C NMR spectrum (CDCl; 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.

Ccisa

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 *H NMR spectrum of the organotin hydroxide 4 (top), after addition of
D,0 (bottom)
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Table S1. Crystallographic data for compound 1-0.5C3H¢0, 2, 3.

1-0.5C3HO

2

3

Empirical formula
Formula mass [gmol™]
A[A]

T[K]

Crystal system
Crystal size [mm]
Space group

a[A]

b [A]

c[A]

al’]

B

7 [°]

Vv [AY]

z

P calcd. [Mgm_g]
o [mm™]
F(000)

6 range [°]
Index ranges

No. of reflections
collected

Completeness of @ .« [%0]
No. of independent
reflections / Rj:.

No. of reflections
observed with [l > 26(1)]
Absorption correction

Tmax/Tmin

No. of refined
parameters/restraints
GoF(F?)

Ry(F) [1> 25(1)]
WR,(F?) (all data)
(A/6) max.

Largest difference
peak/hole [eA™]
CCDC number

Ca25Hgs Cl,005SigSn,

1017.00
0.71073

173(2)
orthorhombic
0.31x0.25x0.08
Pbcn

28.4631(10)
23.2026(5)
16.3645(4)
90

90

90
10807.4(5)
8

1.250

1.221

4240
2.265-25.242
-38 <h <38
-30 <k <31
-22<1<22
118841

99.9
13761 /0.0650

10334

Semi-empirical from
equivalents
1.0/0.83029

405/1

0.960

0.0483
0.1477

0.001

0.996 /-0.818

1409484

C63H94BC|F24Si88n2
1815.74
0.71073
173(2)
triclinic
0.43x0.18x0.13
oT
18.0884(5)
10.9197(6)
25.3597(8)
95.528(2)
100.315(3)
110.312(3)
8305.5(5)

4

1.452

0.838

3688
2.185-25.499
-21<h<21
24<k<24
-30<1<30
113070

99.9
30901 /0.0528

23326

Semi-empirical from
equivalents
1.0/0.92877
1949/180

1.065

0.0566
0.1635

0.007

3.307 /-1.457

1409485

CesHerBF240,SigSn,
1839.33
0.71073
173(2)
triclinic
0.33x0.15x0.07
pT
21.0297(7)
21.3202(8)
22.2151(9)
62.979(4)
80.751(3)
85.767(3)
8757.7(6)

4

1.395

0.768

3744
2.169-25.50
-25<h<25
-25<k<25
-26<1<26
101867

99.9
32571 /0.0666

21793

Semi-empirical from
equivalents
1.0/0.81355
1904/295

0.976

0.0600
0.1699

0.008
1.956/-1.016

1409486
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Table S2. Crystallographic data for compound 4, 5.

4

5

Empirical formula
Formula mass [gmol™]
LAl

T[K]

Crystal system
Crystal size [mm]
Space group

a[A]

b [A]

c[A]

al’]

BI°]

7 [°]

Vv [AY]

z

pcalcd.[Mgm_g]

e [mm™]

F(000)

6 range [°]

Index ranges

No. of reflections
collected

Completeness of @ .« [%0]
No. of independent
reflections / Rjq:.

No. of reflections
observed with [I > 26(1)]
Absorption correction

Tmax/Tmin

No. of refined
parameters/restraints
GoF(F?)

Ry(F) [1> 25(1)]
WR,(F?) (all data)
(A/6) max.

Largest difference
peak/hole [eA]
CCDC number

C63HgsBOF24Sigsn2
1797.29
0.71073
173(2)
triclinic
0.28x0.21x0.17
pT
14.6916(4)
17.9511(6)
18.3180(5)
113.362(3)
97.832(2)
104.520(3)
4139.6(2)

2

1.442

0.810

1828
2.252-25.500
-17<h<17
21<k<21
-22<1<22
47920

99.9
15405/ 0.0240

13353

Semi-empirical from
equivalents
1.0/0.86424

999/170

1.032

0.0507
0.1442

0.002
1.310/-0.951

1409487

C31H8208igsn2
933.06

1.54178

296(2)
monoclinic
0.58x0.42x0.22
C2lc

21.800(6)
9.4970(4)
25.406(3)
90
106.313(15)
90
5048.2(16)
4

1.228

9.833

1952
3.625-74.642
0 <h<27
0 <k<11
-31<1<31
5174

99.9
5174 /n. d.

4633
psi scan

0.217/0.069
228/82

1.019

0.0807

0.2277

0.001

2.262/ -2.217

1409488
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SEMQuant Ergebnis. Ausgegeben um 09:41:23 am 17.04.15
Bearbeiter: meuris

Klient: none

Job: Uni intern

Spektrumname: AC Jurkschat MW-BZ2-1

System Aufldsung = 73 eV

Quantitative Methode: ZAF ( 4 Iterationen ).
Analysiert mit allen Elementen und normalisiertem Ergebnis.

Elmt Spekt. Gewichts Atom /4ﬂ%0vk;/ﬂ
Typ % % iy

¢ K ED 50.47  68.47 A

F oK ED 28.10  24.10 é C “"

Si K ED 9.15 5.31 5 é, g 5

Cl K ED 1,33 0.61 A 3

Sn L ED 10.94 1.50 Ab 2 Ce "

Total 100.00 100.00 r 2 §”4

¢

Elmt Spekt. Gew%chts Atfm q 4/2 b
Type % % g Te

F K ED 49.23  70.12

si K ED 22.52  21.70 4 8 E}v«

Cl K ED 3.258 2.48 A ? ‘

Sn L ED 25.00 5.70 A

Total 100.00 100.00

SEMQuant Ergebnis. Ausgegeben um 09:43:17 am 17.04.15 g
Bearbeiter: meuris 1 Bl TQij\ 5Q‘ﬁJ0
Klient: none l4« SEC SN

Job: Uni intern | \ Lﬁ$jé’ (v 5

S
Spektrumname: AC Jurkschat MW-BZ2-2 C \&f*
g M/
_ 0 &
Elmt Spekt. Gewichts Atom <
Typ % % - 4
F K ED 47.87  69.19 % 23|
81 K ED 22.67 22.17 M
el K ED 3.36 2.60 1
Sn L ED 26, 11 6.04 RS
Total 100,00 100,00

Elmt Spekt. Gewichts Atom

Typ S % e 7
C K ED 48 .34 67.01 L()/‘>
F K ED 28.30 24 .80 2( é
Si K ED 9.80 5.81 o
gl E ED 1.46 0.69 Atégq
St T ED 12.10 1.70 44'Q{
Petal 100.00 100.00
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ACJ-MW-BZ245maxK2_2015-09-15_15-22-54_AV400.010.esp

194.10

Acquisition Time (sec) 0.48989 | Date 16 Sep 2015 08:43:12 | Date Stamp 16 Sep 2015 08:43:12
File Name C:\Users\mw\Desktop\ACJ-MW-BZ245maxK2_2015-08-15_15-22-54_AV400\10\fid | Frequency (MHz) 149.26

Nucleus 119Sn | Number of Transients 6144 | Origin spect Original Points Count 2990

Owner guest | Points Count 32768 | Pulse Sequence zgig45 Receiver Gain 196.87

SW(cyclical) (Hz) 5980.86 | Solvent CHLOROFORM-d | Spectrum Offset (Hz)  28955.6133
Spectrum Type STANDARD | Sweep Width (Hz) 5980.68 | Temperature (degree C) 25.148 |
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[ No. (ppm) Value Absolute Value Non-Negative Value No. (ppm) (Hz) Height
1 1648 .. 193.4.66379929 1.29572456e+8 4.66379929 1 193.47 28875.9 0.0667
2 p711..194.)1.58193207 2.54438400e+9 91.58193207 2 194.10 | 28970.3 | 1.0000
3 7449 .. 195.3.75426936 1.04303360e+8 | 3.75426936 3 194.76 29068.3 0.0678
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This report was created by ACD/NMR Processor Academic Edition. For more information go to www.acdlabs.com/nmrproc/

Acquisition Time (sec) 2.5585 Comment ACJ MW Bz 15 in CDCI3 date: 17. Juni 2015 STANDARD 1H OBSERVE
Date Jun 17 2015 Date Stamp Jun 17 2015 File Name \\129.217.221.45\200enauto_17.06.15\ACJ_MW_Bz_15_01.fid\fid
Frequency (MHz) 200.13 Nucleus 1H Number of Transients 16 Original Points Count 10242
Points Count 16384 Pulse Sequence s2pul Receiver Gain 39.00 Solvent CHLOROFORM-d
Spectrum Offset (Hz) ~ 1600.9471 Spectrum Type STANDARD Sweep Width (Hz) 4003.20 | Temperature (degree C) AMBIENT TEMPERATURE
0.40JACJ_MW_Bz_15_01 _
035 W/ N - —
43 = 7]
3 P S o Tl RA, T
3 o = </ A
0.304 ~ NG \
3 N O D |
4 1 |
0.25- H \
> 3
£ 3
c 3
Q £
€ 0.204
k] |
@ E
N 3
£ 0157
2 3
0.10= *
H.‘ il
0.05- ; j
3 v i — .,“
3 | L .l
o 4 AW . L i i P ﬁ{[r.»ﬂuuflhht\ L S
5| N - .
_ 8440 4611038 3.4 65.1
| :
_ s i apeower A vt | —
I LREEE TRICE La T Tk Eaa TFErT Ev i  ERET ERy JALEH B Gl R eSSl RRA LA R ERRRAAEEE] AAERE] i RARES EEREY BL ET G IR T
8.5 8.0 7.5 7.0 6.5 6.0 55 mwo 45 4.0 3.5 3.0 25 20 %,m 1.0 on 0 -0.5 -1.0 -15
Chemical Shift (ppm)
No. (ppm) Value Absolute Value Non-Negative Value
1 12020 .. 0.635.06887054  1.42101376e+9 65.06887054
2 5331..1.118.35797739  7.33335600e+7 3.35797739
3 B583..1.930.76438361| 1.66930760e+7 0.76438361
4 9791 ..2.111.09978235 2.40177180e+7 1.09978235
5 1275..2.524.63792562 1.01285856e+8 4.63792562
6 4744 .7.613.99881840  8.73286400e+7 3.99881840
7 Dp453.. waw,now.\..owmm 1.83503520e+8 8.40270996
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Acquisition Time (sec) 0.6991 V Date 18 Jun 2015 23:24:16 | Date Stamp 18 Jun 2015 23:24:16 |
File Name C:\Users\mw\Desktop\MW-Bz-kation\ACJ-MW-Bz15\12\fid | Frequency (MHz) 376.61 Nucleus 19F *
Number of Transients 64 Origin spect Original Points Count 65536 | Owner guest Points Count 65536 ,
Pulse Sequence zg30 Receiver Gain 196.87 SW(cyclical) (Hz) 93750.00 | Solvent CHLOROFORM-d |
Spectrum Offset (Hz)  -37661.1289 | Spectrum Type STANDARD | Sweep Width (Hz) 93748.57 | Temperature (degree C) 26.147
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Number of Transients 128 | Origin spect _ Original Points Count 131072 | Owner guest Points Count 131072
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Date Stamp 01 May 2015 10:21:04 ) File Name O”Ewmqm§i/0mmxﬁo©§<<-mm-xmzosio,_-_sé-mi22&
Frequency (MHz) 111.92 Nucleus 119Sn Number of Transients 779 ~ Origin spect
Original Points Count 23486 Owner guest _ Points Count 65536 ~ Pulse Sequence: zgig30 ) .
Receiver Gain 13004.00 ~ SW(cyclical) (Hz) 67114.09 Solvent ] DICHLOROMETHANE-d2 i S .
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