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Supplementary Material for [PPN][AICI(CMesEt)3] (3)
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Atom X Y z B(A2)
cl 1.2102(2) 0.08554(8) 0.26437(7) 6.11(3)
P1 0.8219(1) 0.42485(7) 0.33659(5) 3.22(2)
P2 0.7339(1) 0.37924(7) 0.17696(5) 2.96(2)
Al 1.1000(1) -0.07423(8) 0.24738(6) 3.67(2)
N 0.7269(3) 0.3967(2) 0.2587(2) 3.80(7)
c11 1.2099(6) =-0.1132(4) 0.3312(3) 6.9(1)
c12 1.183(1) -0.2294(5) 0.3154(4) 13.3(2)
Cc13 1.3821(7) -0.0811(5) 0.3406(3) 10.0(2)
C14 1.159(1) ~0.0608(7) 0.4031(3) 14.9(3)
Cl5a 1.473(2) -0.091(1) 0.3995(9) 15.9(7)
C15b 1.194(2) 0.033(1) 0.4397(7) 12.3(5)
c21 1.1414(5) -0.1547(3) 0.1496(2) 4.6(1)
c22 1.0981(6) -0.1045(4) 0.0916(3) 7.1(1)
c23 1.3110(5) -0.1540(4) 0.1537(3) 7.0(1) -
c24 1.0575(6) =-0.2642(4) 0.1261(3) 6.7(1)
Cc25 1.0912(7) =-0.3394(4) 0.0584(3) 8.2(2)
Cc31 0.8774(5) -0.0711(4) 0.2508(3) 6.6(1)
Cc32 0.8085(6) =-0.1736(5) 0.2581(3) 9.7(2)
c33 0.8516(7) 0.0157(6) 0.3147(4) 12.6(2)
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Table of Positional Parameters and Their Estimated Standard Deviations (cont.)
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Atom

C34

C35

Cii1

Cci1iz

C1l13

Cl114

C115

Cl16

Cc117

cl1is

Cl1i9

C120

Ccla1

Ccl22

Cl123

Cl24

C1i25

Cl26

ci127

0.7873(6)
0.8222(8)
1.0225(4)
1.0847(4)
1.2370(4)
1.3258(4)
1.2651(5)
1.1124(4)
0.7738(4)
0.7719(5)
0.7290(6)
0.6867(6)
0.6890(6)
0.7327(5)
0.7716(4)
0.8733(5)
0.8261(5)
0.6798(5)

0.5793(5)

-0.0644(5)

0.0363(5)
0.4390(3)
0.3535(3)
0.3628(3)

0.4551(3)

0.5399(3)

0.5324(3)
0.5409(3)
0.6235(3)
0.7116(3)
0.7164(4)
0.6357(4)
0.5477(3)
0.3290(3)
0.3068(3)
0.2361(3)
0.1882(3)

0.2102(3)

0.1837(4)
0.1672(5)
0.3406(2)
0.3097(2)
0.3084 (2)
0.3378(2)
0.3699(3)
0.3710(2)
0.3919(2)
0.3669(2)

0.4071(3)

1 0.4719(3)

0.4970(2)

"0.4578(2)

0.3771(2)
0.4267(2)
0.4587(2)
0.4415(2)

0.3930(2)

9.2(2)
12.5(3)
3.34(8)
3.99(9)
5.0(1)
5.4(1)
5.8 (1)
4.6(1)
3.64(8)
5.2(1)
6.9(1)
7.2(1)
6.7 (1)
5.0(1)
3.44(8)
4.5(1)
5.2(1)
5.5(1)

4.9(1)
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Table of Positional Parameters and Their Estimated Standard Deviations (cont.)

Atom X Yy Z B(A2)
Cc128 0.6236(4) 0.2801(3) 0.3611(2) 4,.11(9)
c211 0.6052(4) 0.2668(2) 0.1246(2) 3.05(7)
c212 0.5348(5) 0.2050(3) 0.1577(2) 4.5(1)
C213 0.4318(5) 0.1209(3) 0.1177(2) 5.5(1)
C214 0.3982(5) 0.0978(3) 0.0455(2) 5.3(1)
Cc215 0.4684(5) 0.1575(4) 0.0117(2) 5.9(1)
c216 0.5711(5) 0.2421(3) 0.0513(2) 4.9(1)
c217 0.9151(4) 0.3661(3) 0.1522(2) 3.52(8)
c218 1.0206(4) 0.4509(3) 0.1647(2) 4.8(1)
c219 1.1621(5) 0.4397(4) 0.1489(3) 7.0(1)
C220 1.1975(5) 0.3450(4) 0.1219(3) 7.5(1)
c221 1.0955(5) 0.2606(4) 0.1103(3) 6.7(1)
Cc222 0.9523(4) 0.2698(3) 0.1250(2) 4.8(1)
Cc223 0.6719(4) 0.4819(2) 0.1484(2) 3.25(8)
Cc224 0.7120(5) 0.5027(3) 0.0888(2) 4.40(9)
Cc225 0.6553(5) 0.5795(3) 0.0667(2) 5.4(1)
Cc226 0.5608(5) 0.6344(3) 0.1044(3) 6.2(1)
c227 0.5193(5) 0.6136(3) 0.1630(3) 5.9(1)
c228 0.5735(4) 0.5372(3) 0.1854(2) 4.42(9)

Anisotropically refined atoms are given in the form of the
isotropic equivalent displacement parameter defined as:

(4/3) * [a2*B(1,1) + b2*B(2,2) + c2*B(3,3) + ab(cos gamma)*B(1,2)

+ ac(cos beta)*B(1,3) + bc(cos alpha)*B(2,3)]
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Atom 1 Atom 2 Distance
cl Al 2.251(2)
P1 N 1.581(3)
Pl Cil11 1.807(4)
P1 ci17 1.803(4)
Pl c123 1.797(4)
P2 N 1.574(3)
P2 c211 1.799(3)
P2 c217 1.797(4)
P2 Cc223 1.802(4)
Al Cl1 2.062(5)
Al c21 2.040(4)
Al C31 2.044(5)
c1l1 ci2 1.543(8)
c11 c13 1.556(8)
c11 Cl4 1.554(9)
C13 Cl5a 1.39(2)

C14 C15b 1.28(1)

c21 c22 1.540(7)
Cc21 Cc23 1.536(6)
C21 c24 1.539(6)
C24 c25 1.531(7)
Cc31 Cc32 1.552(9)

Table of Bond Distances in Angstroms

Atom 1 Atom 2 Distance
c31 Cc33 1.538(8)
c31 Cc34 1.499(9)
C34 C35 1.54 (1)

ci11 C112 1.388(5)
c111 C116 1.381(5)
Cc112 Cc113 1.385(6)
C1i13 Cl14 1.365(5)
Cc114 C115 1.379(6)
C115 C116 1.388(6)
Cc117 C118 1.381(6)
Cc117 Cc122 1.383(6)
Cc118 C1i19 1.382(6)
C119 C120 1.371(8)
C120 c121 1.357(8)
ci21 c122 1.377(6)
c1i23 Cl24 1.384(6)
c123 c128 1.395(5)
c124 c12s 1.380(7)
Cc125 C126 1.376(6)
Cc126 c127 1.362(6)
c127 c128 1.362(6)
c211 c212 1.379(6)
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Atom 1 Atom 2
c211 C216
Cc212 C213
C213 C214
C214 c215
Cc215 C216
c217 c218
c217 c222
c218 c219
C219 c220

Bond Distances (cont.)

1.373(5)
1.380(5)
1.353(6)
1.369(7)
1.381(5)
1.380(5)
1.390(5)
1.382(6)

1.363(8)

Atom 1 Atom 2 Distance
C220 c221 1.360(7)
c221 c222 1.386(6)
c223 c224 1.379(6)
c223 Cc228 1.389(5)
C224 C225 1.392(6)
Cc225 C226 1.366(7)
Cc226 c227 1.364(8)
c227 c228 1.381(7)

Numbers in parentheses are estimated standard deviations in

the least significant digits.
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Table of Bond Angles in Degrees

Atom 1 Atom 2 Atom 3
N P1 C1l11
N P1 c117
N P1 C123
C111 P1 ci17
Cl11 Pi c123
Cc117 P1 C1l23
N P2 Cc211
N P2 c217
N p2 C223
Cc211 P2 c217
C211 P2 C223
C217 P2 c223
Ccl Al Cl1
Cl Al C21
Cl Al C31
Cl1 Al c21
C1l1 Al C31
Cz21 Al C31
P1 N P2
Al Cl1 Cc12
Al C1l1 C13
Al Cl1 Cl4

115.0(2)
108.8(2)
110.0(2)
109.2(2)
107.4(2)
106.2(2)
108.6(2)
115.6(2)
111.1(2)
108.3(1)
106.1(2)
106.6(2)
104.0(1)
104.2(1)
107.7(2)
113.4(2)
112.9(2)
113.6(2)
145.3(2)
110.4(3)
110.5(4)

111.5(5)

Atom 1 Atom 2 Atom 3
C1z2 C1l1 C13
c1iz2 C1l1 Cl4
C13 C1i1 Cl4
C1l1 C13 Cl5a
Cl1 C1i4 C15b
Al c21 c22
Al c21 c23
Al c21 C24
c22 c21 Cc23
Cc22 c21 C24
c23 C21 C24
C21 C24 C25
Al C31 C32
Al C31 C33
Al C31 C34
C32 C31 C33
C32 C31 C34
C33 C31 C34
C31 C34 C35
Pl cli1i1 Cl1iz2
P1 C111 Cl1ieé
Cl1iz2 Ci11 Cl1e

106.4(5)
109.7(6)
108.2(4)
119(1)

126. (1)

112.2(3)
109.1(3)
110.5(3)
104.4(4)
109.7(3)
110.8(4)
117.6(5)
108.1(4)
112.2(3)
114.5(4)
108.6(5)
104.6(4)
108.5(5)
115.6(5)
118.1(2)
121.6(3)

120.2(3)
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Bond Angles (cont.)

Atom 1 Atom 2 Atom 3 Angle
Cl11 C1l12 Cl13 119.6(3)
Cliz2 C113 C1l14 120.3(4)
C113 C114 Cc115 120.3(4)
C1l14 C115 Cl16 120.2(4)
Cil11l Cl16 C1l15 119.3(4)
P1 C117 C118 119.4(3)
P1 Cc117 Cl22 121.4(3)
C118 Cc117 ci22 119.1(4)
C117 C118 Cl19 120.3(4)
cl1s8 C1l19 C120 119.6(5)
Cl1i9 C120. Ciz1 120.4(5)
Cl120 Cl21 Cc1i22 120.6(5)
C117 Cci22 Clz21 119.9(4)
Pl c123 Cl24 121.8(3)
P1 C123 Cc128 118.8(3)
C124 c123 c128 119.3(4)
cl123 C124 C125 119.1(4)
Cl124 Cl125 Cl26 120.5(4)
Cc125 Cl26 ci127 120.6(4)
C126 c127 c128 119.9(4)
C123 ci128 c127 120.7(4)
P2 c211 c212 120.5(2)
C223 c228 c227 119.8(4)

Atom 1 Atom 2 Atom 3
P2 c211 c216
Cc212 C211 c216
c211 c212 C213
C212 c213 Cc214
C213 C214 C215
C214 Cc215 C216
c211 c216 C215
P2 Cc217 c218
P2 c217 C222
cz218 c217 c222
c217 c218 Cc21¢9
c218 C219 Cc220
C219 Cc220 c221
Cc220 C221 c222
c217 c222 c221
P2 Cc223 C224
P2 c223 c228
C224 Cc223 c228
Cc223 C224 c225
C224 Cc225 C226
C225 C226 c227
Cc226 cz27 c228

121.0(3)
118.5(3)
120.4(4)
120.5(4)
119.8(4)
120.1(4)
120.7(4)
120.3(3)
119.7(3)
119.9(3)
119.8(4)
120.0(4)
121.0(4)
120.2(5)
119.2(4)
122.0(3)
118.5(3)
119.4(4)
120.0(4)
119.8(4)
120.6(5)

120.3(4)



Name

Cl

P1

P2

Al

Ci1
C1l2
C1i3
Cl4
Cl5a
C15b
c21
C22
C23
C24
c25
C31
C32

C33
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Table of General Displacement Parameter Expressions - U’s

0.0881(8)
0.0398(4)
0.0345(4)
0.0492(6)
0.036(1)
0.100(4)
0.201(7)
0.104(4)
0.186(7)
0.16(1)
0.23(2)
0.064 (2)
0.108(4)
0.075(3)
0.106(3)
0.136(4)
0.057(2)
0.087(3)

0.097(4)

0.0468(5)
0.0478(5)
0.0435(4)
0.0423(5)
0.059(2)
0.083(3)
0.128(3)
0.140(4)
0.330(9)

0.27(2)

.0.099(8)

0.054(2)
0.097(3)
0.090(3)
0.060(3)
0.076(3)
0.094(3)
0.142(5)

0.165(6)

U(3,3)

0.0887(7)
0.0352(4)
0.0373(4)
0.0459(5)
0.050(2)
0.077(3)
0.187(4)
0.135(4)
0.061(3)
0.22(1)
0.072(8)
0.057(2)
0.062(3)
0.108(3)
0.076(3)
0.089(3)
0.082(3)
0.124(4)

0.160(5)

U(1,2)

-0.0057(5)

0.0075(4)
0.0106(3)

0.0040(5)

U(1,3)

0.0006(7)
0.0060(4)
0.0071(3)

0.0104(5)

U(2,3)

0.0201(5)
0.0137(3)
0.0148(3)

0.0104 (4)

0.009(1)
-0.010(3)
~0.020(4)

0.007(3)

0.035(7)

0.04(1)
-0.060(9)

0.014f2)

0.007(3)

0.026(2)

0.001(3)

0.015(3)

0.010(2)
-0.031(3)

0.028(4)

0.009(1)
-0.009(3)
-0.051(5)
-0.041(3)

0.013(4)

0.03(1)

0.001(9)

0.023(2)

0.021(3)

0.047(2)

0.039(2)

0.035(3)

0.022(2)

0.048(3)

0.056(3)

0.017(1)
0.043(2)
0.117(3)
0.071(3)
0.082(4)
0.15(1)
-0.030(7)
0.014(2)
0.022(2)
0.025(3)
-0.003(2)
0.004(3)
-0.006(3)
0.020(4)

-0.051(9)
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Table of General Anisotropic Displacement Parameter Expressions - U’s
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Name

C34

C35

Cli1

C112

C11i3

Cl1l14

C115

Cl16

C117

Cc118

Cl19

C120

Cl21

C122

C123

C124

C125

Cl2e6

C127

0.058(3)
0.139(5)
0.038(2)
0.044(2)
0.050(2)
0.039(2)
0.049(2)
0.048(2)
0.044(2)
0.085(3)
0.124(4)
0.119(3)
0.110(3)
0.073(3)
0.048(2)
0.057(2)
0.084(3)
0.093(3)

0.061(2)

0.118(4)
0.108(4)

0.051(2)

0.050(2)

0.070(2)
0.083(2)
0.065(2)
0.056(2)
0.049(2)
0.056(2)
0.055(2)
0.075(3)
0.101(3)

0.074(2)

'0.047(2)

0.064(2)
0.070(2)
0.061(2)

0.069(2)

U(3,3)

0.151(5)
0.213(7)
0.038(2)
0.056(2)
0.078(2)
0.096(3)
0.101(3)
0.069(2)
0.042(2)
0.067(2)
0.097(3)
0.083(3)
0.048(2)
0.041(2)
0.036(2)
0.049(2)
0.050(2)
0.061(2)

0.057(2)

U(1,2)

0.027(3)
0.047(4)
0.005(2)
0.008(2)
0.022(2)
0.012(2)

-0.009(2)
0.004(2)
0.009(2)
0.020(2)
0.032(2)
0.037(3)
0.039(3)
0.021(2)
0.00912)
0.007(2)
0.014(2)
0.002(2)

-0.001(2)

U(1,3)

0.002(3)

-0.029(5)

0.002(1)
0.001(2)
0.010(2)

0.009(2)

-0.006(2)

0.003(2)
0.004(2)
0.035(2)
0.050(3)
0.042(3)
0.032(2)
0.010(2)
0.009 (1)
0.004(2)
0.005(2)
0.026(2)

0.017(2)

0.014(4)
0.043(4)
0.017(1)
0.016(2)
0.033(2)
0.046(2)
0.031(2)
0.019(2)
0.010(1)
0.021(2)
0.026(2)
0.009(3)
0.016(2)
0.014(2)
0.013(1)
0.022(2)
0.032(2)
0.028(2)

0.021(2)

(Conti
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Table of General Anisotropic Displacement Parameter Expressions - U’s

Name

C128

C211

c212

C213

C214

C215

C216

C217

c218

c219

C220

c221

Cc222

€223

C224

c225

C226

Cc227

c228

0.049(2)
0.034(2)
0.067(2)
0.076(3)
0.057(2)
0.082(3)
0.068(2)
0.037(2)
0.042(2)
0.041(2)
0.045(2)
0.062(2)
0.047(2)
0.040(2)
0.064(2)
0.079(3)
0.070(3)
0.054(2)

0.048(2)

0.064 (2)
0.041(2)
0.052(2)
0.054(2)
0.055(2)

0.080(3)

0.067(2)

0.064(2)
0.075(2)
0.128(3)
0.165(4)
0.112(3)
0.074(2)
0.039(2)
0.055(2)
0.067(2)

0.057(2)

0.058(2)

0.053(2)

0.046(2)
0.043(2)
0.052(2)
0.080(3)
0.076(3)
0.047(2)
0.047(2)
0.041(2)
0.071(2)
0.113(3)
0.097(3)
0.081(3)
0.062(2)
0.043(2)
0.049(2)
0.063(2)
0.110(3)
0.118(3)

0.071(2)

0.008(2)
0.011(1)
0.003(2)
-0.008(2)
-0.005(2)
-0.013(3)
-0.009(2)
0.017(1)
0.008(2)
0.007(2)
0.038(2)
0.048(2)
0.023(2)
0.006(1)
0.013(2)
0.007(2)
0.012(2)
0.023(2)

0.014(2)

0.013(2)
0.011(1)
0.011(2)
0.020(2)
0.012(2)
0.006(2)
0.012(2)
0.010(1)
0.009(2)
0.017(2)
0.029(2)
0.018(2)
0.011(2)
—0.601(1)
0.001(2)
-0.004(2)
-0.012(2)
0.015(2)

0.014(2)

The form of the anisotropic displacement parameter is:

exp[-2PI2{h2a2U(1,1) + k2b2U(2,2) + 12c2U(3,3) + 2hkabU(1,2) + 2hlacU(1,3)

4+ 2klbcU(2,3)}] and ¢ are reciprocal lattice constants.

where a,b,

0.019(2)
0.013(1)
0.018(2)
0.026(2)
0.002(2)
0.005(2)
0.015(2)
0.023(1)
0.033(2)
0.065(2)
0.057(3)
0.017(3)
0.017(2)
0.014 (1)
0.019(2)
0.034(2)
0.042(2)
0.028(2)

0.024(2)

(Conti



= &L s 4 AW A AW AAE A AA AN

Table of Positional Parameter

Ve MM EWES e )

A AASALAW AL

ey Mo -~ T E 7

SRR ARSI YRS S MO S

S—

s and Their Estimated Standard Deviations

— - - " T - Y = - S — D A T " - D T . S e S S D D A T P D W W e W S S D W WS YD S T S W W WD G S G S S S o e

Atom

S1
S2
All
Al2
C1l1
Cl2
C13
C1l4
Cl2a
Cl3a
Cl4a
Cl5
Cc21
c22
c23
C24
C22a
C23a

C24a

0.4326(3)
0.4264(3)
0.4407(3)
0.4353(3)
0.371(1)
0.415(2)
0.274(2)
0.364(2)
0.387(2)
0.288(2)
0.404(2)
0.424(2)
0.362(1)
0.398(2)
0.275(2)
0.355(2)
0.367(2)
0.278(2)
0.398(2)

0.403(2)

(L

0.0901(6)
0.3488(6)
0.3313(7)
0.1076(7)
0.444(3)
0.416(6)
0.373(5)
0.600(5)
0.371(5)
0.450(5)
0.557(6)
0.641(5)
-0.016(3)
-0.163(5)
0.016(5)
0.056(5)
-0.173(5)
0.055(5)
-0.031(5)

0.095(4)

0.7836(3)
0.6508(3)
0.7792(3)
0.6618(3)
0.811(1)
0.918(3)
0.748(3)
0.769(3)
0.897(3)
0.743(3)
0.849(3)
0.815(2)
0.568(1)
0.582(2)
0.562(2)
0.491(2)
0.614(2)
0.530(2)
0.502(2)

0.479(2)

13.0(8)*
12.8(6)*
12.8%
12.8%
12.8%
12.8%
12.8%
11(1) *
11.3(7)*
11.3(5)*
11.3%
11.3%
11.3%
11.3%
11.3%

8(1)*

Starred atoms were refined isotropically.

Anisotropically refined atoms are given in the form of the
isotropic equivalent displacement parameter defined as:

(4/3) * [a2*%B(1,1) + b2#*B(2,2) + c2*B(3,3) + ab(cos gamma)*B(1,2)
+ ac(cos beta)*B(1,3) + bc(cos alpha)*B(2,3)]



Name

s1
S2
All

Al2
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Table of General Displacement Parameter Expressions - U’s

0.101(3)
0.099(3)
0.104(3)

0.100(3)

0.097(4)
0.102(4)
0.105(5)

0.093(5)

U(3,3)

0.107(3)
0.091(3)
0.101(3)

0.096(3)

U(1,2)

-0.007(3)
0.007(3)
0.009 (4)

-0.005(4)

U(1,3)

0.054(2)
0.039(2)
0.055(2)

0.042(2)

0.001(3)
0.007(3)
~0.001(4)

-0.008(4)

The form of the anisotropic displacement parameter is:

exp[-2PI2{h2a2U(1,1) + k2b2U(2,2) + 12c2U(3,3) + 2hkabU(1,2) + 2hlacU(1,3)
+ 2klbcU(2,3)}] where a,b, and c are reciprocal lattice constants.
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Table of Bond Distances in Angstroms

Atom 1 Atom 2 Distance Atom 1 Atom 2 Distance
s1 All 2.316(9) Cc1i1 Cl3a 1.53(4)
S1 Al2 2.319(9) C1l1 Cl4a 1.29(5)
Ss1 Al2’ 2.317(5) Cl4 C15 1.16(5)
s2 All 2.295(8) Cl4a Cc15 1.20(7)
S2 Al2 2.315(8) c21 c22 1.54(5)
S2 All/ 2.318(4) c21 ca3 1.70(5)
All c11 2.05(3) | c21 Cc24 1.54(5)
Al2 c21 2.04(2) é21 C22a 1.71(S)
Cl1 C12 1.79(5) c21 C23a 1.62(5)
Cl1 C13 1.83(4) c21 C24a 1.69(6)
Cl1 C14 1.66(6) C24 c25 1.14(7)
C1l1 Cl2a 1.64(6) C24a Cc25 1.30(6)

Numbers in parentheses are estimated standard deviations in
the least significant digits.
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Table of Bond Angles in Degrees

Atom 1 Atom 2 Atom 3
All S1 Al2
All S1 Ala’
Al2 S1 Al2’
All s2 Al2
All S§2 All/
All’ S2 Al2
S1 All S2
S1 All s27/
S1 All Cl1
S2 All s2/
S2 All Cl1
s2/ All Ci1
S1 Al2 si/
S1 Al2 S2
S1 Al2 c21
h Al2 52
Si/ Al2 c21
S2 Al2 C21
All Ci1 c12
All Cl1l C13
All Cl1 Cl4
All Cl1 Cl2a
All Cl1 Ci3a

Numbers in parentheses are estimated standard deviations in
the least significant digits.

Angle

==—===

81.8(3)
82.0(2)
82.7(2)
82.4(3)
82.3(2)
82.0(2)
97.7(3)
97.5(2)
116.2(8)
97.1(3)
120.5(7)

122.6(6)

96.7(2) -

97.1(3)

117.8(8)

97.6(3)
121.6(8)
120.6(?)
102. (2)
105. (2)
104. (2)
103. (2)

112.(2)

usu 4T

Atom 1 Atom 2 Atom 3
All Cl1 Cl4a
Cl2 Cl1 C13
Cl12 Cl1 Cl4
C13 C1l1 Cl4
Cl2a Cl1 Cl3a
Cl2a Cl1 Cl4a
Cl3a Cl1 Cl4a
Cl1 C1l4 C15
Cl1 Cl4a C1l5
Al2 c21 c22
Al2 c21 c23
Al2 C21 C24
Al2 c21 C22a
Al2 c21 C23a
Al2 Cc21 C24a
Cc22 Cc21 C23
Cc22 C21 C24
C23 c21 C24
C22a c21 C23a
C22a c21 C24a
C23a c21 C24a
c21 C24 Cc25
c21 C24a C25

91. (3)
119. (3)
97.(4)
119.(5)
108. (2)
103. (2)
105. (2)
103.(2)
107.(2)
108. (2)
123.(3)
114.(3)
103. (2)
113.(3)
110. (3)
114. (2)
128.(3)

107. (4)
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Supplementary Material for [(Me2EtC)Al(us-Se)ls (8)

Table 1. Atomic coordinates (x 10%) and equivalent isotropic displacement coefficients (A2

x 103)

X
Al(1) 7500
Se(1) 6017(2)
C(1) 7500
C2) 6486(20)
C3) 7500
C4) 7500

y

3762(5)

2500

Z

1394(7)
1183(3)

5094(25) 574(37)
5745(16) 745(30)
5301(33) -865(39)
4303(37) -1665(41)

U(eq)

72(3)
77(1)
145(17)
210(17)
486(97)
358(53)

* Equivalent isotropic U defined as one third of the trace of the orthogonalized Ujj tensor

Table 2. Bond lengths (A)

Al(1)-Se(1)
Al(1)-C(1)
Al(1)-Se(la)
Al(1)-Se(1b)
Se(1)-Al(1a)
Se(1)-Al(1b)
C(1)-C(2)
C(1)-C(3)
C(1)-C(2a)
C(3)-C4)

Table 3. Bond angles (°)

Se(1)-Al(1)-C(1)
Se(1)-Al(1)-Se(1a)
Se(1)-Al(1)-Se(1b)
C(1)-Al(1)-Se(1b)
Al(1)-Se(1)-Al(12)
Al(1)-Se(1)-Al(1b)
Al(1)-C(1)-C(2)
AI(1)-C(1)-C(3)
C(2)-C(1)-C(3)
C(2)-C(1)-C(22)
C(1)-C(3)-C(4)

2.444 (6)
1.864 (33)
2.444 (6)
2.481 (9)
2.444 (6)
2.481 (9)
1.517 (30)
1.486 (54)
1.517 (30)
1.490 (61)

122.5(5)
98.7(3)
99.2(2)

110.2(11)
80.4(3)
80.1(3)

115.4(17)

126.6(26)
91.1(21)

113.4(26)

113.1(34)
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Table 4. Anisotropic displacement coefficients (&GA&"2&0x10&"3&0)&H

Un1 U2z Uss U1z Urs U2s
Al(1) 64(4) 56(4) 96(5) 0 0 4(4)
Se(1) 58(2) 69(2) 104(2) 0 -12(2) 0
C(1) 107(23) 105(23) 222(41) 0 0 89(28)
C(2) 160(22) 116(18) 354(44) 32(17)  -28(27) 121(24)
C(3) 916(260) 274(93) 268(94) 0 0 -3(89)
C@) 466(104) 182(52) 428(108) 0 0 209(65)

Table 5. H-Atom coordinates (x 10%) and isotropic displacement coefficients (A2 x 103)

X y z 8]
HQ2A) 6551 6426 315 240
H(2B) 5922 5341 341 240
HQ2C) 6324 5853 1657 240
H(A) 6887 5719 -1107 480
H(4A) 7500 4554 -2556 500
H(4A) 6873 3877 -1514 500
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Table of Positional Parameters and Their Estimated Standard Deviations

s A . Y T G - W S Y Wme AR M s G . G . A —— —— — - - Tt WD N St P VS N S D e e TS > S ER D S S — — . - ————

"Aton

Gal
Gaz2
S1

S2

Ccii
Cl2
C1i3
Cl4
c21
c22
c23

c24

—— — ——— - — S T — W —- - G - ——— Y — " —— ——— T TP ED N TEN S G = G — - GAE W - G S ——————

Starred atoms were refined isotropically.

U

Supplementary Material for [(MeEtC)Ga(usz-S)l4 (10)

0.4760(1)
0.4096(1)
0.3972(3)
0.4731(3)
0.438(2)
0.459(2)
0.350(2)
0.513(2)
0.305(2)
0.334(2)
0.243(2)

0.286(2)

-0.1429(3)
0.0868(3)
-0.1604(7)
0.1043(7)
-0.258(4)
-0.405(5)
-0.200(5)
-0.218(4)
0.212(4)
0.363(5)
0.157(5)

0.166(4)

0.6607(1)
0.7199(1)
0.7160(3)
0.6491(3)
0.554(2)
0.586(2)
6.487(2)
0.547(2)
0.684(2)
0.686(2)
0.596(2)

0.749(2)

6.76(7)
6.67(7)
7.1(2)
7.1(2)
13(1)*
20(2)*
18 (1) *
17 (1) *
13 (1) *
21(2)*
18 (1) *

17 (1) *

Anisotropically refined atoms are given in the form of the
isotropic equivalent displacement parameter defined as:

(4/3) * [a2*B(1,1) + b2*B(2,2) + c2*B(3,3) + ab(cos gamma)*B(1,2)

+ ac(cos beta)*B(1,3) + bc(cos alpha)*B(2,3)]
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Table of Positional Parameters and Their Estimated Standard Deviations

s G e ———— T W Y ———— " > W —— —— - — ————— . . ——— - — — — — ———— ———— ——— _— - —— -

Atom X y z B(A2)
Hl2a 0.4449 -0.4686 0.5427 25%
H12b 0.5153 -0.4118 0.6254 25%
Hl2c 0.4302 -0.4291 0.6097 25%
Hl3a 0.3299 -0.2480 0.4370 22%
H13b 0.3150 -0.2154 0.5046 22%
Hl3c 0.3529 -0.1019 0.4790 22%
Hl4a 0.5064 -0.2618 0.5000 21%*
H1l4b 0.5152 -0.1185 0.5417 21%
Hl4c 0.5621 -0.2492 0.5935 21%
H22a 0.2906 0.4261 0.6712 26%
H22b 0.3777 0.3841 0.7396 26%
H22c 0.3500 0.3709 0.6496 26%
H23a 0.1935 0.2054 0.5735 23%
H23b 0.2639 0.1718 0.5633 23 %
H23c 0.2345 0.0586 0.5979 23%
H24a 0.2403 0.2149 0.7392 21%
H24b 0.2760 0.0672 0.7442 21%
H24c 0.3312 0.1864 0.8017 21%

- — e o ——— T > T " A — - i G T — TS S T S W TES D WAS WS et e G AAE P S S T — - I - —— - Y - -
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Table of General Displacement Parameter Expressions - U’s

Name U(1,1)

Gal 0.092(1)
Ga2 0.078(1)
s1 0.084(3)
S2 0.102(3)

MWW OV AW RS ST

0.086(2)
0.087(2)
0.091(4)

0.086(4)

U(3,3)

0.083(1)
0.089 (1)
0.097(3)

0.086(3)

roaAe & WMoY ~ S
(=4

U(1,2)

-0.004 (1)
0.007 (1)
-0.009(3)

-0.002(3)

0.0511(7)
0.0468(7)
0.051(2)

0.053(2)

S MR SRS MV YRS & MO 7

. s G sl ik

-0.010(1)
0.003(1)
-0.005(3)

0.007(3)

e G o N B T s P S N T O TS W BV T W T WD P e W TS W WS GEE D D Gk S D > o S s Y S Y Ty O WD GO WS W W® T Y — —— — . YT PSS A N W D = G = ———— -

The form of the anisotropic displacement parameter is:

exp[-2PI2{h2a2U(1,1) + k2b2U(2,2) + 12c2U(3,3) + 2hkabU(1,2) + 2hlacU(1,3)

+ 2k1lbcU(2,3)}]

where a,b, and ¢ are reciprocal lattice constants.
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[P

Atom 1 Atom 2 Distance
Gal s1 2.357(8)
Gél S2 2.357(7)
Gal Cl1 2.12(3)

Ga2 s1 2.358(7)
Ga2 s2 2.350(8)
Ga2 c21 2.15(3)

———— - - G A = T o

Table of Bond Distances in Angstroms

Atom 1 Atom 2 Distance
c11 ci12 1.50(6)
Cil1 C1i3 1.61(4)
Cl1 Ci4 1.62(6)
c21 c22 1.53(6)
c21 c23 1.57(4)
c21 c24 1.58(6)

Numbers in parentheses are estimated standard deviations in

the least significant digits. -
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Table of Bond Angles in Degrees

Atom 1 Atom 2 Atom 3 Angle Atom 1 Atom 2 Atom 3 Angle
S1 Gal s2 97.4(3) Gal s2 Ga2 82.2(2)
S1 Gal C1l1 118(1) Gal s2 Gaz’ 82.3(2)
S1 Gal S1i’ 96.9(1) Gaz2 S2 Gaz2’ 82.5(2)
S2 Gal Cl1 116.1(9) Gal Cl1 Cl2 101.(2)
52 Gal S1/ 97.2(1) Gal Cl1 C13 106. (2)
Cl1 Gal Si/ 125.8(8) Gal Cl1 Cl4 97.(2)
S1 Gaz2 S2 97.6(3) - Cl2 Ci1 C13 126.(3)
S1 Gaz2 c21 118.6(9) Cl2 Cl1 Cl4 102.(3)
S1 Gaz2 s2/ 97.4(1) C13 Ci1i C1l4 119.(3)
82 Gaz2 c21 120(1) Gaz2 c21 c22 104.(2)
82 Ga2 S22/ 96.9(1) Gaz c21 Cc23 102.(2)
c21 Gaz2 s27 121.0(8) Gaz2 c21 C24 101.(2)
Gal S1 Ga2 82.0(2) Cc22 . cz21 C23 113.(3)
Gal S1 Gal’ 82.6(2) c22 = cC21 C24 119.(3)
Ga2 S1 Gal’ 82.1(2) C23 Cc21 C24 114.(3)

Numbers in parentheses are estimated standard deviations in
the least significant digits.
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Supplementary Material for [(MeoEtC)Ga(uz-Se)ls (11)

Table 1. Atomic coordinates (x 10%) and equivalent isotropic displacement coefficients

(A2 x 103)
X 'y z U(eq)
Ga(l) 4385(1) 1547(2) 7816(1) 69(1)
Ga(2) 4334(1) 3922(2) 6583(1) 69(1)
Se(1) 4221(1) 1336(2) 6428(1) 74(1)
Se(2) 4277(1) 4138(2) 7869(1) 74(1)

C(11)  3726(12) 408(28) 8114(15) 141(15)
C(12)  2890(14) 721(30) 7509(15) 241(24)
C(13)  3943(16) 840(34) 9024(16) 235(27)
C(14)  4058(23) -1044(34) 8341(27) 285(38)
C(15)  3914(53) -1697(54) 7635(48) 965(261)
C21)  3626(9) 5106(23) 5641(10) 114(10)
C(22)  2848(12) 4677(29) 5418(14) 246(19)
C(23)  3894(14) 4694(34) 4909(11) 254(22)
C(24)  3805(17) 6642(25) 5917(21) 261(26)
C(25)  4269(58) 6732(80) 6831(34) 861(106)

* Equivalent isotropic U defined as one third of the trace of the orthogonalized Ujj tensor

Table 2. Bond lengths (A).

Ga(1)-Se(1) 2.467(2)
Ga(1)-Se(2) 2.482(2)
Ga(1)-C(11) 1.97(3)
Ga(1)-Se(1A) 2.460(2)
Ga(2)-Se(1) 2.476(2)
Ga(2)-Se(2) 2.470(3)
Ga(2)-C(21) 2.00(1)
Ga(2)-Se(2A) 2.464(2)
Se(1)-Ga(1A) 2.460(2)
Se(2)-Ga(2A) 2.464(2)
C(11)-C(12) 1.53(3)
C(11)-C(13) 1.59(4)
C(11)-C(14) 1.50(4)
C(14)-C(15) 1.36(9)
C(21)-C(22) 1.46(3)
C(21)-C(23) 1.73(3)
C(21)-C(24) 1.53(3)

C(24)-C(25) 1.51(6)
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Table 3. Bond angles (°)

Se(1)-Ga(1)-Se(2)
Se(1)-Ga(1)-C(11)
Se(2)-Ga(1)-C(11)
Se(1)-Ga(1)-Se(1A)
Se(2)-Ga(1)-Se(1A)
C(11)-Ga(1)-Se(1A)
Se(1)-Ga(2)-Se(2)
Se(1)-Ga(2)-C(21)
Se(2)-Ga(2)-C(21)
Se(1)-Ga(2)-Se(2A)
Se(2)-Ga(2)-Se(2A)
C(21)-Ga(2)-Se(2A)
Ga(1)-Se(1)-Ga(2)
Ga(1)-Se(1)-Ga(1A)
Ga(2)-Se(1)-Ga(1A)
Ga(1)-Se(2)-Ga(2)
Ga(1)-Se(2)-Ga(2A)
Ga(2)-Se(2)-Ga(2A)
Ga(1)-C(11)-C(12)
Ga(1)-C(11)-C(13)
C(12)-C(11)-C(13)
Ga(1)-C(11)-C(14)
C(12)-C(11)-C(14)
C(13)-C(11)-C(14)
C(11)-C(14)-C(15)
Ga(2)-C(21)-C(22)
Ga(2)-C(21)-C(23)
C(22)-C(21)-C(23)
Ga(2)-C(21)-C(24)
C(22)-C(21)-C(24)
C(23)-C(21)-C(24)
C(21)-C(24)-C(25)

98.7(1)
118.5(7)
116.9(8)

98.8(1)

98.8(1)
120.8(6)

98.8(1)
117.9(6)
118.3(6)

98.8(1)

98.3(1)
120.4(6)

80.6(1)

80.4(1)

80.6(1)

80.4(1)

80.4(1)

80.9(1)
108.5(19)
106.1(17)
113.0(25)
108.8(26)
124.4(24)

94.2(25)
106.3(37)
107.8(16)
102.5(13)
113.0(17)
106.4(13)
114.2(22)
111.9(24)
110.8(35)

Table 4. Anisotropic displacement coefficients (A 2 x 103)

Ga(l)
Ga(2)
Se(1)
Se(2)
C(11)
C(12)
C(13)
C(14)
C(15)
C@2n
C(22)
C(23)
C(24)

U1 U2

52(1) 82(1)
48(1) 80(1)
56(1) 85(1)
54(1) 89(1)
103(17)  194(24)
160(25) 415(49)
234(34) 331(45)
332(54) 165(30)
1572(346  398(%94)
65(12) 139(18)
98(18) 237(30)
221(30) 397(47)
193(30) 113(22)

Uss U1z
67(1) -4(1)
60(1) 5(1)
60(1) -8(1)
74(1) 7(1)

145(19)  -20(16)
177(25) -185(29)
190(29)  -78(29)
328(51) -103(33)
1638(380 -256(126
81(11)  11(12)
236(27)  -4(19)
76(14)  2(30)
302(43)  41(20)

Uis

23(1)
11(1)
11(1)
26(1)
74(15)
101(23)
141(28)
132(44)
1345(340
-12(9)
-60(17)
12(17)
-26(29)

U3

5(1)
8(1)
-8(1)
-6(1)
53(17)
-46(30)
61(27)
86(34)
-503(148)
36(12)
171(26)
150(21)
115(24)
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Table 5. H-Atom coordinates (x 104) and isotropic displacement coefficients (A2 x 103)

X y z U
H(12A) 2567 183 7659 250
H(12B) 27178 1702 7509 250
H(12C) 2800 447 6977 250
H(13A) 3643 347 9222 210
H(13B) 4471 613 9353 210
H(13C) 3871 1833 9046 210
H(14A) 3855 -1484 8660 390
H(14B) 4601 -947 8650 390
H(15A) 4104 -2642 7715 390
H(15B) 3368 -1712 7343 390
H(15C) 4108 -1178 7332 390
H(22A) 2485 5217 4969 220
H(22B) 2778 3696 5282 220
H(22C) 2774 4841 5883 220
H(23A) 3589 5204 4419 280
H(23B) 4421 4931 5105 280
H(Q23C) - 3826 3703 4802 280
H(24A) 3349 7193 5719 220
H(24C) 4111 7004 5686 220
H(25D) 4398 7694 6991 990
H(25A) 3959 6374 7058 990
H(25B) 4726 6184 7025 990
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Supplementary Material for [(Me2EtC)Ga(us-Te)l4 (12)

Table of Positional Parameters and Their Estimated Standard Deviations

Atom X Y z B(A2)
Tel 0.0766 0.0766 0.0766(2) 7.25(3)
Te2 0.4257(2) 0.3276(2) 0.0781(2) 7.48(7)
Gal 0.0639(2) 0.0639 -0.0639 6.82(6)
Gaz 0.5663(3) 0.3136(3) 0.0623(3) 6.9(1)
cl1i 0.126(2) 0.126 -0.126 7(1)*
c12 0.209(3) 0.116(3) ~-0.096(3) 9.3%
C13 0.2061 0.0660 -0.1324 12%

c21 0.634 0.388 0.134 18(1)*
c22 0.614 0.467 0.118 23.5%
c23 0.620 0.371 0.214 23.5%
C24 0.715 0.377 0.117 23.5%
Cc25b 0.383(6) 0.191(8) 0.236(7)  30.6%
C25a 0.265(5) 0.192(6) 0.071(6) 30.6%

——— o — v _ s W S T =D i M FAP S WS b G4 W TS G TN S WD e e S S " S Gt S G WA S A W T T T o — - o -

Starred atoms were refined isotropically.

Anisotropically refined atoms are given in the form of the
isotropic equivalent displacement parameter defined as:

(4/3) * [a2*%B(1,1) + b2*%B(2,2) + c2*B(3,3) + ab(cos gamma)*B(1,2)

+ ac(cos beta)*B(1,3) + bc(cos alpha)*B(2,3))]
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Table of General Displacement Parameter Expressions - U’s

Name U(1,1) U(2,2) L U(3,3) U(1,2) U(1,3) u(2,3)
Tel 0.092(2) U(1,1) U(1,1) -0.011(2) U(1,2) U(1,2)
Te2 0.092(2) 0.096(2) 0.096(2) 0.011(2) 0.008(2) -0.013(2)
Gal 0.086(3) U(1,1) U(1,1) -0.006(3) -U(1,2) -U(1,2)
Gaz 0.080(3) 0.089(3) 0.094(3) =-0.007(3) -0.009(4) =-0.012(3)

The form of the anisotropic displacement parameter is:
exp[-2PI2{h2a2U(1,1) + k2b2U(2,2) + 12c2U(3,3) + 2hkabU(1,2) + 2hlacU(1,3)
+ 2k1lbcU(2,3)}] where a,b, and c are reciprocal lattice constants.



o~ -~ 4 ALAWA AW AALE A AA AN AW AW -~ A AL AL AR roAE A -~ 8 S AAE SRS S ] A A S
J O ik hd e A A il ol ol oSS S MO =7

Table of Bond Distances in Angstroms

Atom 1 Atom 2 Distance Atom 1 Atom 2 Distance
Tel Gal 2.676(3) c12 c13 1.17(6)
Te2 Ga2 2.685(6) c21 c22 1.559(0)
Te2 Ga2'’ 2.670(4) cz21 Cc23 1.567(0)
Te2 Ga2" 2.686(3) c21 c24 1.589(0)
Gal ci1 2.04(3) c23 c25a 1.6(1)
Ga2 c21 2.334(5) Cc24 C25b 1.3(1)
c11 ci12 1.67(7)

Numbers in parentheses are estimated standard deviations in
the least significant digits.
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Table of Bond Angles in Degrees

Numbers in parentheses are estimated standard deviatioens in
the least significant digits.

Atom 1 Atom 2 Atom 3 Angle
Gal Tel Gal’ 79.2(1)
Gaz2 Te2 Gaz2’ 79.8(2)
Gaz2 Te2 Gaz" 79.0(1)
Ga2'’ Te2 Ga2" 79.28(9)
Tel Gal Cl1 118.0(5)
Tel Gal Tel’ 99.8(1)
~Te2 Ga2 c21 114.6(2)
Te2 Ga2 Te2’ 99.0(2)
Te2 Ga2 Te2" 99.8(2)
c21 Gaz2 Te2! 119.0(2)
c21 Ga2 Te2" 120.4(2)
Te2'’ Gaz2 Te2" 100.2(2)

SRR AAES MV YRS & MY &

Atom 1 Atom 2 Atom 3
Gal Cl1 c12
Cil2 Cl1 c12/
Ci1i ciz2 C1i3
Gaz2 c21 Cc22
Gaz2 Cc21 c23
Gaz2 c21 C24
Cc22 c21 c23
Cc22 Cc21 Cc24
c23 c21 C24
Cc21 C23 C25a
Cc21 C24 C25b

Angle

106. (2)
113. (2)
81.(3)
109.9(1)
109.8(1)
109.5(1)
110. (0)
108. (0)
108. (0)
120. (4)

115. (5)
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NMR spectra for compound 3
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NMR spectra for compound 4
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NMR spectra for compound 5
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NMR spectra for compound 6
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