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~ Supporting information:”
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(I) Crystal data for [(C12Has)-im]2[PdCly]

Table 1. Crystal data and structure refinement for [(C12Hzs)-im)2[PACly].

Empirical formula
Formula weight
Temperature
Wavelength
Crystal system
Space group

Unit cell dimensions

Volume

Z

Density (calculated)
Absorption coefficient

F(000)

Crystal size

Theta range for data collection
Index ranges

Reflections collected
Independent reflections
Completeness to theta = 28.28°
Refinement method

Data / restraints / parameters
Goodness-of-fit on F2

Final R indices [I>2sigma(I)]
R indices (all data)
Largest diff. peak and hole

Css Hips Cly N4 Pd
1059.63

298(2) K

0.71073 A
monoclinic

C2/c
a=15.1898(11) A
b=10.0913(8) A
c=40.1113) A

a=90°.
B=91.345(2)".
_y=90°.

6146.7(8) A3

4

1.145 Mg/m3

0.510 mm-1

2288

0.3 x 0.3 x 0.2 mm3

1.02 to 28.28°.

-16<=h<=19, -13<=k<=12, -40<=1<=53
18772

7311 [R(int) = 0.0496]

95.8 % _
Full-matrix least-squares on F2
7311/0/285

1.000

R1=10.0865, wR2 = 0.2096
R1=10.1028, wR2 = 0.2288
2.036 and -3.541 e.A-3
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" Table2. Atomic coordinates (X 104) and equivalent  isotropic displacement parameters™
(Azx 103) for [(C12H2s)2-im]:[PACL].  U(eq) is defined as one third of the trace of the

orthogonalized Ul tensor.

X y z Uleq)
Pd(1) 5000 4846(1) 2500 40(1)
CI(1) 4316(1) 3229(2) 2185(1) 60(1)
Cl(2) 5690(1) 6458(2) 2821(1) 52(1)
N(1) 8307(4) 5912(5) 2913(1) 47(1)
N(2) 8273(4) 3781(5) 2874(1) 45(1)
c@) 7794(4) 4852(6) 2931(1) 45(1)
CQ) 9128(4) 4177(7) 2820(2) 55(2)
C(3) 9136(5) 5506(7) 2844(2) 61(2)
c 8071(5) 7287(7) 2996(2) 59(2)
C(5) 8280(14) 7647(10) 3335(3) 182(9)
C(6) 8275(7) 6905(9) 3622(2) 81(2)
C( 8463(10) 7285(10) 3956(2) 123(5)
C(8) 8461(8) 6498(10) 4243(2) 98(3)
c©) 8656(10) 6878(10) 4577(2) 116(4)
C(10) 8671(9)  6091(10) 4865(2) 107(4)
can 8871(10) 6469(11) 5197(3) 117(4)
Cc(12) 8881(10) 5690(11) 5485(3) 116(4)
C(13) 9081(10) 6040(11) 5819(3) 120(4)
C(14) 9084(11) 5253(13) 6104(3) 138(5)
c(15) 9278(12) 5599(16) 6435(3) 165(7)
C(16) 7970(5) 2400(6) 2888(2) 53(2)
cQ17) : 8177(14)  1796(11) 3207(3) 199(10)
C(18) 8215(7) 2249(9) 3522(2) - 84(3)
cQ19) 8392(10) 1555(10) 3823(2) 123(5)
C(20) 8429(9) ©1992(10) 4154(2) 106(4)
C(21) 8613(9) 1251(10) 4447(2) 104(4)
C(22) 8621(10) 1649(10) 4782(2) 117(5)
Cc(23) 8808(9) 888(10) 5067(2) 100(3)
E C(24) 8815(10) 1264(10) 5404(2) 120(5)

C(25) 8991(8) 499(10) 5689(2) 99(3)
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ey T T GOTO(TT) ~  873(I1) ™ 6026(3)" T TIB0(S) T e
c@27) 9163(10) 99(12)  6309(2) 125(4)

Table3.  Bond lengths [A] and angles [°] for [(C1;Hzs)z-im]2[PdCly]. .

Pd(1)-CI(1)
Pd(1)-CI(1)#1
Pd(1)-Cl(2)#1
Pd(1)-C1(2)
N()-C(1)
N(1)-C(3)
N(1)-C(4)
N@)-C(1)
N(2)-C(2)
N(2)-C(16)
C(2)-C(3)
C(4)-C(5)
C(5)-C(6)
C(6)-C(7)
C(7)-C(8)
C(8)-C(9)
C(9)-C(10)
C(10)-C(11)
C(11)-C(12)
C(12)-C(13)
C(13)-C(14)
C(14)-C(15)
C(16)-C(17)
C(17)-C(18)
C(18)-C(19)
C(19)-C(20)
C(20)-C(21)
C(21)-C(22)
C(22)-C(23)

2.2980(17)
2.2980(17)
2.3094(16)
2.3094(16)
1.326(8)
1.358(9)
1.473(8)
1.326(7)
1.381(8)
1.469(8)
1.344(9)
1.433(12)
1.374(13)
1.415(12)
1.401(13)
1.415(12)
1.404(13)
1.413(13)
1.395(13)
1.411(13)
1.394(14)
1.395(15)
1.442(12)
1.346(13)
1.417(11)
1.400(12)
1.413(12)
1.403(13)
1.403(12)

C(23)-C(24)
C(24)-C(25)
C(25)-C(26)
C(26)-C(27)

CI(1)-Pd(1)-CI(1)#1
CI(1)-Pd(1)-Cl(2)#1
CI(1)#1-Pd(1)-CI(2)#1
CI(1)-Pd(1)-CI(2)
CI(1)#1-Pd(1)-C1(2)
CI(2)#1-Pd(1)-CI(2)
C(1)-N(1)-C(3)
C(1)-N(1)-C(4)
C3)-N(1)-C(4)
C(1)-N(2)-C(2)
C(1)-N(2)-C(16)
C(2)}-N(2)-C(16)
N(2)-C(1)-N(1)
C(3)-C(2)}-N(2)
C(2)-C)-N(1)
C(5)-C(4)-N(1)
C(6)-C(5)-C(4)
C(5)-C(6)-C(7)
C(8)-C(7)-C(6)
C(7)-C(8)-C(9)
C(10)-C(9)-C(8)
C(9)-C(10)-C(11)
C(12)-C(11)-C(10)
C(11)-C(12)-C(13)

1.401(12)
1.400(12)
1.403(12)
1.393(13)

89.48(9)
90.02(5)
179.48(7)
179.48(7)
90.02(5)
90.49(8)
108.4(5)
126.9(6)
124.2(6)
108.2(5)
126.4(5)
125.3(5)
108.9(5)
106.5(6)
108.0(6)
113.8(7)
130.6(11)
129.9(10)
128.5(10)
128.3(10)
128.6(10)
128.6(10)
128.7(11)
129.9(11)



© 2003 American Chemical Society, Chem. Mater., Lee cm030296i Supporting Info Page 4

C(14)-C(13)-C(12)  1293(12) ~~  C@2C@en-C@euyy  129.8(10)
C(13)-C(14)-C(15) 129.4(13) C(23)-C(22)-C(21) 128.5(10)
C(17)-C(16)-N(2) 111.9(7) C(24)-C(23)-C(22) 129.4(10)
C(18)-C(17)-C(16) 133.8(12) C(25)-C(24)-C(23) 129.4(10)
C(17)-C(18)-C(19) 129.5(10) C(24)-C(25)-C(26) 129.7(10)
C(20)-C(19)-C(18) 131.0(10) C(27)-C(26)-C(25) 129.3(11)

C(19)-C(20)-C(21) 128.5(10)

Symmetry transformations used to generate equivalent atoms:
#1 -x+1,y,-2+1/2

Table 4.  Anisotropic displacement parameters (A2x 103) for {(C1:Has)-im]2[PdCla]. The
anisotropic  displacement factor exponent takes the form: -2 2[n2a*2011+ . +2hka*

b* yl2 ]

ull u22 u33 y23 yl3 ul2
Pd(1) 36(1) 37(1) 47(1) 0 3(D) 0
Ci(1) 59(1) 42(1) 80(1) -9(1) -19(1) 2(1)
Cl(2) 56(1) 42(1) 58(1) -5(1) -8(1) 2D
N(1) 47(3) 43(3) 51(3) 4(2) -4(2) 2(2)
N(2) 53(3) 45(3) 39(3) 1(2) 8(2) 2(2)
c() 44(3) 46(3) 46(3) 2(3) 1(2) 1(3)
C(2) 46(4) 56(4) 65(4) 4(3) 15(3) 5(3)
C(@3) 56(4) 53(4) 74(5) 5(3) 8(3) -8(3)
C4) 66(5) 47(4) 63(4) 1(3) 5(3) 53)
C(5) 410030) 63(6) 68(7) - -21(5) -49(11) 66(11)
C(6) 93(7) 82(6) 66(5) -9(4) 3(5) 7(5)
C(7)  229(16) 73(6) 65(6) -14(5) -30(8) 14(8)
C®) 137(10) 83(6) 73(6) -9(5) -2(6) 10(6)
C(9) 204(14) 76(6) 68(6) -8(5) -24(7) 5(7)
C(10) 163(12) 81(7) 77(7 -6(5) -1(7) 7(7)
C(11) 191(14) 85(7) 74(7) 1(5) -30(8) 1(8)
C(12) 183(13) 84(7) 81(7) 0(6) -9(8) 10(8)
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TUC(I3) 182(13) 7 T O3®) T SA() T 26) T 40(8) T 38y
C(14) 216(16)  113(10)  85(8) 13(7) -14(9) 10(10)
C(15) 237(19)  167(14)  88(9) 12(9)  -52(10)  -25(13)
C(16) 52(4) 47(3) 59(4) 303) 0(3) -13)
C(17) 450(30)  84(8) 64(7) 32(6)  -56(11)  -111(12)
C(18) 119(8) 75(6) 57(5) 15(4) -5(5) 4(5)
C(19) 225(16)  80(7) 62(6) 19(5) -11(7) -13(8)
C(20) 183(12)  77(6) 58(5) 8(4) -14(6) 11(7)
C@l) 165(11)  84(7) 63(6) 13(5) -3(6) 2(7)
C(22) 209(15)  82(7) 60(6) 6(5) -15(7) 15(8)
C(23) 156(11)  80(6) 62(5) 7(5)- -2(6) 4(6)
C(24) 220(15)  77(6) 62(6) 1(5) -20(7) 19(8)
C(@25) 149(10)  87(7) 61(5) 2(5) 3(6) 3(7)
C(26) 234(16)  85(7) 69(6) -6(5) -19(8) 15(9)
C7) 194(13)  115(9) 66(6) 8(6) 27) 3(9)
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£

i

—  ——(@DCrystal data for {(CiHy)-im}{CuClFH,0- - = e

Table 1.  Crystal data and structure refinement for [(Cy;Hzs),-im];[CuCl;]).H,0

Empirical formula
Formula weight
Temperature
Wavelength

Crystal system
Space group

Unit cell dimensions

Volume

z

Density (calculated)
Absorption coefficient
F(000)

Crystal size

“Theta range for data collection
Index ranges

Reflections collected
Independent reflections
Absorption correction

Max. and min. transmission
Refinement method

Data / restraints / parameters
Goodness-of-fit on F2

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

Largest diff. peak and hole

Css Higs Cls CuNs O
1034.78
150(1)K
0.71073 A
Monoclinic
C2/c
a=83357(3)A = 90°.
b=28.5867(3) A =97.468(1)°
¢ =16.8486(4) A = 90°
11957.2(7) A3
8
1.150 Mg/m3
0.581 mm-1
4520
0.40 x 0.40 x 0.16 mm3
1.48 t0 26.37°.
-104<=h<=103, -9<=k<=10, -21<=l<=21
29780
11788 [R(int) = 0.0386]
empirical used sadabs
0.8621 and 0.5531
Full-matrix least-squares on F2
11788/0/577
1.055
R1=0.0550, wR2 = 0.1277
R1=0.0810, wR2 = 0.1395
0.853 and -0.455 ¢. A -3
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T Table 2. Afomiic coordinates (X 10%) and equivalent isotfopic displacenient parameters (A 2x
103) for [(C12H35)2-im);[CuCly] .H20. U(eq) is defined as one third of the trace of the

orthogonalized Ul tensor.

X y z Uleq)
Cu 1206(1) 6309(1) 1470(1) 25(1)
Ci(1) 1159(1) 6388(1) 2747(1) 35(1)
Cl(2) 1152(1) 8862(1) 1170(1) 36(1)
Cl(3) 1101(1) 5166(1) 334(1) 31(1)
Ci4) 1440(1) 4940(1) 1653(1) 46(1)
N(1) 1436(1) 8672(3) -1469(2) 34(1)
N(2) 1451(1) 6490(3) -821(2) 32(1)
N@3) 1024(1) 11747(3) 2790(1) 23(1 )‘
N(4) 1020(1) 10130(3) 3776(1) 23(1)
c(1) 1445(1) 7129(4) -1542(2) 33(1)
C(2) 1437(1) 9016(4) -668(2) 40(1)
C(3) 1447(1) 7654(5) -269(2) 40(1)
C@) 1435(1) 9810(5) -2124(2) 48(1)
C(5) 1592(1) 10734(5) -2049(3) 55(1)
- C(6) 1741(1) 9733(5) -2082(3) 51(1)
C() 1896(1) 10689(5) -2026(3) 58(1)
C(8) 2048(1) 9703(5) -2008(3) 68(1)
C9) 2203(1) 10663(5) -1975(3) 59(1)
C(10) 2357(1) 9686(5) -1972(4) 74(2)
C(11) 2509(1) 10663(5) -1971(3) 56(1)
C(12) 2662(1) 9692(5) -1969(3) 71(1)
C(13) 2815(1) 10659(5) -1991(3) 53(1)
C(14) 2968(1) 9683(5) -1983(3) 69(1)
C(15) 3119(1) 10655(5) -2023(3) 64(1)
C(16) 1473(1) 4812(4) -642(2) 46(1)
C(17) 1639(1) 4417(5) -324(4) 77(2)
C(18) 1777(1) 4994(5) -676(3) 55(1)
: C(19) 1942(1) 4514(5) -364(3) 63(1)
) C(20) . 2084(1) 5148(6) -668(3) 67(1)
c(2n 2248(1) 4668(5) -364(3) 63(1)
7
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- TTTTCEDHTT T 2390(1) s265(6) T 6ST(3) T I8 SRR
C(23) 2553(1) 4800(5) -368(3) 65(1)
C(24) 2695(1) 5358(7) -664(4) 88(2)
C(25) 2859(1) 4935(6) -382(3) 65(1)
C(26) 3001(1) 5460(8) -686(4) 103(2)
c@7) 3164(1) 5062(6) -412(3) 80(2)
C(28) 1010(1)  10247(3) 2980(2) 23(1)
C(29) 1044(1)  12611(3) 3489(2) 26(1)
C(30) 1041(1)  11605(3) 4098(2) 26(1)
C(31) 1010(1)  12409(3) 1976(2) 26(1)
C(32) 854(1)  13358(3) 1797(2) 26(1)
C(33) 701(1)  12408(3) 1791(2) 27(1)
L C(34) 549(1)  13409(4) 1635(2) 31(1)
C@35) 391(1)  12510(4) 1595(2) 3(1)
C(36) 242(1)  13558(4) 1457(2) 36(1)
C@37) 81(1)  12690(4) 1395(2) 33(1)
C(38) 64(1)  13770(4) 1274(2) 38(1)
C(39) 226(1)  12929(4) 1198(2) 33(1)
C(40) 371(1)  14023(4) 1075(2) 37(1)
C(41) -534(1)  13199(4) 977(2) 37(1)
C(42) 676(1)  14328(4) 843(3) 51(1)
C(43) 1005(1) 8693(3) 4233(2) 27(1)
C(44) 851(1) 8685(4) 4631(2) 28(1)
C(45) 697(1) 8770(4) 4045(2) 28(1)
C(46) 544(1) 8626(4) 4447(2) 29(1)
C@47) 389(1) 8598(4) 3857(2) 31(1)
C(48) 235(1) 8400(4) 4259(2) 32(1)
C(49) 80(1) 8361(4) 3664(2) 32(1)
C(50) -73(1) 8158(4) 4055(2) 32(1)
cG1 -227(1) 8137(4) 3459(2) 33(1)
C(52) -382(1) 7942(4) 3838(2) 33(1)
C(53) -535(1) 7935(4) 3235(2) 36(1)
C(54) -689(1) 7721(4) 3616(2) 43(1)

o) 1399(1) 11566(3) 647(2) 68(1)
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"7 "Table 3. "Bond lengths [A] and angles ‘[‘"']’fdf'['(Ci'z'.Hié)?ii‘li]iIC'iiC' LI.H20. T T

" Cu-CI(3) 2.2271(8) C(22)-C(23) 1.441(5)
Cu-CI(1) 2.2383(8) C(23)-C(24) 1.425(6)
Cu-CI(4) 2.2583(9) C(24)-C(25) 1.435(5)
Cu-Cl(2) 2.2814(8) C(25)-C(26) 1.419(6)
N()-C(1) 1.334(4) C(26)-C(27) 1.419(6)
N(1)-C(2) 1.380(4) C(29)-C(30) 1.344(4)
N(1)-C(4) 1.473(4) C(31)-C(32) 1.525(4)
N(2)-C(1) 1.328(4) C(32)-C(33) 1.519(4)
N(2)-C(3) 1.369(4) C(33)-C(34) . 1.522(4)
N(2)-C(16) 1.478(4) C(34)-C(35)  1.518(4)
N(3)-C(28) 1.337(4) C(35)-C(36) 1.528(4)
N(3)-C(29) 1.383(4) C(36)-C(37) 1.525(4)
N(3)-C(31) 1.476(4) C(37)-C(38) 1.518(4)
N(4)-C(28) 1.336(4) C(38)-C(39) 1.523(4)
N(4)-C(30) 1.380(4) C(39)-C(40) 1.523(4)
N(4)-C(43) - 1.469(4) C(40)-C41) 1.519(4)
C(2)-C(3) 1.345(5) C(41)-C(42) 1.523(5)
C(4)-C(5) 1.526(5) C(43)-C(44) 1.519(4)
C(5)-C(6) 1.516(5) C(44)-C(45) 1.521(4)
C(6)-C(7) 1.526(5) C(45)-C(46) 1.525(4)
C(7)-C(8) 1.520(5) C(46)-C(47) 1.524(4)
C(8)-C(9) 1.524(5) C(47)-C(48) 1.532(4)
C(9)-C(10) 1.530(5) C(48)-C(49) 1.529(4)
C(10)-C(11) 1.521(5) C(49)-C(50) : 1.522(4)
C(11)-C(12) 1.526(5) C(50)-C(51) 1.523(4)
C(12)-C(13) 1.520(5) C(51)-C(52) 1.523(4)
C(13)-C(14) 1.525(5) C(52)-C(53) 1.525(4)
C(14)-C(15) 1.521(5) C(53)-C(54) 1.519(5)
C(16)-C(17) 1.455(5)

C(17)-C(18) 1.451(5) C1(3)-Cu-CI(1) 137.81(3)
C(18)-C(19) 1.465(5) C1(3)-Cu-Cl(4) 97.16(3)
C(19)-C(20) 1.451(5) Cl(1)-Cu-Cl(4) 98.02(3)
C(20)-C(21) 1.455(5) C1(3)-Cu-CI(2) " 100.87(3)

C(21)-C(22) 1.438(5) CI(1)-Cu-CI(2) 97.44(3)
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- “UCl@)ca-Clzy T T 132Z@)T T TR2-CR1-CR0Yy  1239¢)

C(1)-N(1)-C(2) 108.0(3) C(21)-C(22)-C(23) 124.8(4)
C(1)-N(1)-C(4) 125.8(3) C(24)-C(23)-C(22) 125.4(4)
C(2)-N(1)-C(4) 126.1(3) C(23)-C(24)-C(25) 126.7(4)
C(1)-N(2)-C(3) 108.5(3) C(26)-C(25)-C(24) 126.9(4)
C(1)-N(2)-C(16) 125.4(3) C(25)-C(26)-C(27) 127.7(5)
C(3)-N(2)-C(16) 125.9(3) N(4)-C(28)-N(3) 108.5(2)
C(28)-N(3)-C(29) 108.5(2) C(30)-C(29)-N(3) 107.1(3)
C(28)-N(3)-C(31) . 126.5(2) C(29)-C(30)-N(4) 107.6(3)
C(29)-N(3)-C(31) 124.8(2) NG3)-C(31)-C(32) 110.7(2)
C(28)-N(4)-C(30) 108.3(2) C(33)-C(32)-C(31) 114.1(2)
C(28)-N(4)-C(43) 126.2(2) C(32)-C(33)-C(34) 112.3(2)
C(30)-N(4)-C(43) 125.4(2) C(35)-C(34)-C(33) 114.5(3)
N(@)-C(1)-N(1) 108.8(3) C(34)-C(35)-C(36) 113.0(3)
C(3)-C(2)-N(1) 107.1(3) C(37)-C(36)-C(35) 114.4(3)
C(2)-C(3)-N(2) 107.5(3) C(38)-C(37)-C(36) 112.9(3)
N(1)-C(4)-C(5) 111.203) C(37)-C(38)-C(39) 114.0(3)
C(6)-C(5)-C(4) 113.7(3) C(38)-C(39)-C(40) 113.5(3)
C(5)-C(6)-C(7) 112.6(3) C(41)-C(40)-C(39) 114.1(3)
C(8)-C(7)-C(6) 113.6(3) C(40)-C(41)-C(42) 112.6(3)
C(7)-C(8)-C(9) 113.403) N(4)-C(43)-C(44) 111.8(2)
C(8)-C(9)-C(10) 114.003) C(43)-C(44)-C(45) 113.8(2)
C(11)-C(10)-C(9) 113.3(3) C(44)-C(45)-C(46) 113.2(2)
C(10)-C(11)-C(12) 113.5(3) C(47)-C(46)-C(45) 113.4(2)
C(13)-C(12)-C(11) 113.8(3) C(46)-C(47)-C(48) 113.5(3)
C(12)-C(13)-C(14) 113.6(3) C(49)-C(48)-C(47) 113.3(3)
C(15)-C(14)-C(13) 113.3(4) C(50)-C(49)-C(48) 113.8(3)
C(17)-C(16)-N(2) 112.9(3) C(49)-C(50)-C(51) 113.5(3)
C(18)-C(17)-C(16) 122.6(4) C(50)-C(51)-C(52) 114.4(3)
C(17)-C(18)-C(19) 121.2(4) C(51)-C(52)-C(53) 113.93)
C(20)-C(19)-C(18) 122.4(4) C(54)-C(53)-C(52) 113.7(3)
C(19)-C(20)-C(21) 122.6(4) '

Symmetry transformations used to generate equivalent atoms:

10
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~ Table4.  Anisotropic displacement parameters (A 2x 103) for [(C12Hps)z-im]:[CuCly).H,O0.
The anisotropic displacement factor exponent takes the form: -2 2[ h2 a*2Ull + . +2hka*

b* Ul2 ]

yll U22 U33 U3 ul3 yl2
Cu 29(1) 25(1) 22(1) (1) 6(1) 2(1)
Cl1)  54(1) 29(1) 24(1) 1(1) 13(1) 2(1)
Cl2)  60(1) 23(1) 26(1) 0(1) 8(1) 4(1)
Cl(3)  39(1) 29(1) 26(1) -3(1) 5(1) -5(1)
Cl4)  36(1) 66(1) 36(1) 6(1) 7(1) 18(1)
N1 22(1) 40(2) 39Q2) 1(1) 6(1) (1)
N@)  24(1) 39(2) 34(2) 2(1) 41) 2(1)
N@3) 20(1) 24(1) 26(1) 1(1) 6(1) 2(1)
N4) 22(1) 24(1) 23(1) 1(1) 5(1) 1I(1)
Cc() 21(1) 46(2) 32(2) 0(2) 5(D) o)
cQ@  27(2) 47(2) 49(2) -13(2) 11(2) 2)
C@3) 31(2) 60(2) 3002) -6(2) 8(1) -12)
C@) 2802 57(2) 60(2) 23(2) 72) 5(2)
CG5)  35(2) 52(2) 80(3) 28(2) 18(2) 5(2)
ce6) 312 49(2) 77(3) 16(2) 19(2) 0(2)
C?) 332 51(2) 94(3) 22(2) 2(2) 2(2)
C®)  30(2) 51(3) 125(4) 23(3) 24(2) 12)
co)  292) 48(2) 103(4)  21(2) 20(2) 12)
C(10) 31(Q2) 46(3) 148(5) 22(3) 27(2) 3(2)
c1l  29Q2) 44(2) 98(3) 19(2) 15(2) 3(2)
Cc(12) 29(2) 503)  136(4) 18(3) 24(2) 42)
C(13)  29(2) 47(2) 84(3) 16(2) 132) 42)
C(14) 32(2) 59(3) 119(4) 17(3) 18(2) 7(2)
c(15)  27(2) 74(3) 90(3) 17(3) 102) 402)
c(6) 37(2) 43(2) 59(2) 13(2) 8(2) 1(2)
ca7) 372 513) 142(5) 2403 13(3) 8(2)
C(18)  33(2) 64(3) 70(3) 23(2) 12(2) 11(2)
c(19) 31(2) 63(3) 93(3) 19(2) 5(2) 42)

CRO) 3522) 77(3) 92(3) 33(3) 142) 11(2)

11
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TR 3202 6237 926 T 2R T ey 3y
C2) 3702 89(4) 109(4) 50(3) 20(2) 13(2)
C3) 3302 65(3) 94(3) 25(3) 42 0Q)
CR4) 3902 112(4)  116(4) 63(4) 18(3) 12(3)
C@25) 352 66(3) 91(3) 24(3) 3(2) -4(2)
Cc@6)  41(3) 141(5)  130(5) 74(4) 22(3) 14(3)
CQ7 3702 94(4) 107(4) 20(3) 3(2) -5(2)
c@8) 21(1) 24(2) 25(2) 2(1) 41) -1(1)
CQ9) 24(1) 24(2) 28(2) -5(1) 3(1) 21)
C(30)  24(1) 30(2) 24(2) -5(1). 4(1) 2(1)
CGl 272 28(2) 22) 201 6(1) o(1)
C(32) 292 27(2) 23(2) 3(1) a(1) (1)
CB33) 27(2) 26(2) 29(2) 0(1) 5(1) 1(1)
C(34) 28(2) 28(2) 37(2) 1(0) ) -1
C35)  29(2) 31(2) 35(2) -3(1) 6(1) o(1)
C36)  29Q2) 32(2) 472) 2(2) 6(1) 2(1)
CBT) 3002 33(2) 37(2) 2(1) 7(1) -1(1)
C38) 300 322) 51(2) -3(2) 6(2) 2(1)
C(39) 28Q2) 30(2) 42(2) -1(2) 6(1) (1)
C@0) 3002 31(2) 50(2) 12) 6(2) 2(1)
c@l) 3102 34(2) 46(2) 4(2) 9(1) -3(1)
C@#2) 30Q) 42(2) 81(3) 13(2) 10(2) 12)
C@3) 28(2) 27(2) 27(2) 5(1) 6(1) 6(1)
C@4) 3200 27(2) 26(2) 3(1) 9(1) (1)
C@s) 28(2) 28(2) 29(2) 1(1) (1) 1(1)
C6) 30Q) - 28(2) 32(2) -1(1) 11(1) (1)
CET)  29(2) 30(2) 36(2) 2(1) 12(1) -1(1)
Cc@8) 312 32(2) 37(2) -3(1) 12(1) 1(1)
C49) 332 30(2) 35(2) -2(1) 11(1) -1(1)
C(50)  30(2) 30(2) 38(2) -3(1) 11(1) -1(D)
TCi) 32(2) 31(2) 36(2) -1(1) 10(1) 0(1)
C(2)  32(2) 292)  39(2) -2(2) 9(1) o(1)
C(3) 342 31(2) 42(2) -2(2) 7(1) -1(1)
CG4) 3202 40(2) 56(2) 2(2) 6(2) 0(2)
o)  80Q2) 60(2) 70(2) -18(2) 28(2) -12(2)

12
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~ Table 3™ “Hydrogen coordinatés (x 104) and isotropic displacement parameters (A Zx 103
for [(C12H)s),-im];[CuClLy] .H20

X y z U(eq)
H(1A) 1446(1) 6578(4) -2030(2) 39
H(2A) 1432(1)  10024(4) -441(2) 48
H(3A) 1450(1) 7525(5) 292(2) 48
H(4A) 1343(1)  10535(5) -2112(2) 58
H(4B) 1420(1) 9257(5) -2644(2) 58
H(5A) 1586(1) 11510(5) -2486(3) 66
H(5B) 1605(1) 11310(5) -1535(3) 66
H(6A) 1728(1) 9137(5) -2589(3) 62
H(6B) 1750(1) 8976(5) -1635(3) 62
H(7A) 1890(1) 11403(5) -2491(3) 70
H(7B) 1905(1) 11334(5) -1536(3) 70
H(8A) 2038(1) 9038(5) -2492(3) 81
H(8B) 2057(1) 9009(5) -1536(3) 81
HO%A) 2214(1) 11315(5) -1486(3) 7
H(9B) 2193(1) 11372(5) -244203) 71
H(10A) 2369(1) 9009(5) -1492(4) 89
H(10B) 2344(1) 9004(5) -2450(4) 89
H(11A) 2521(1) 11344(5) -1493(3) 67
H(11B) 2496(1) 11342(5) -2450(3) 67
H(12A) 2676(1) 9035(5) -1482(3) 85
H(12B) 2649(1) 8990(5) -2439(3) 85
H(13A) 2828(1) 11366(5) -1523(3) 63
H(13B) 2801(1) 11311(5) -2479(3) 63
H(14A) 2983(1) 9048(5) -1488(3) 83
H(14B) 2953(1) 8959(5) -2444(3) 83
H(15A) 3213Q1) 9966(5) -2016(3) 95
H(15B) 3135(1) 11357(5) -1561(3) 95
H(15C) 3106(1) 11268(5) -2518(3) 95
H(16A) 1400(1) 4506(4) -248(2) 55
H(16B) 1441(1) 4207(4) -1137(2) 55
H(17A) 1654(1) 4744(5) 244(4) 92
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CTH(ITB) T T UTTTIOA6(1y T U3266(5) 7 T 326(4) T T 99
H(18A) 1774(1) 6145(5) -647(3) 66
H(18B) 1760(1) 4714(5)  -125003) 66
H(19A) 1956(1) 4718(5) 219(3) 75
H(19B) 1947(1) 3369(5) -430(3) 75
H(20A) 2079(1) 6292(6) -598(3) 81
H(20B) 2069(1) 4951(6)  -1251(3) 81
H(21A) 2262(1) 4874(5) 219(3) 75
H(21B) 2251(1) 3523(5) -428(3) 75

. H(22A) 2387(1) 6410(6) -591(3) 93
H(22B) 2375(1) 5066(6)  -1241(3) 93
H(23A) 2569(1) 5023(5) 213(3) 77
H(23B) 2556(1) 3653(5) -421(3) 77
H(24A) 2691(1) 6506(7) -620(4) 106
H(24B) 2680(1) 5119(7)  -1244(4) 106
H(25A) 2875(1) 5201(6) 195(3) 78
H(25B) 2863(1) 3784(6) -411(3) 78
H(26A) 2996(1) 6611(8) -661(4) 124
H(26B) _ 2985(1) 5188(8)  -1262(4) 124
H(27A) - 3236(1) 5602(6) -737(3) 120
H(27B) 3178(1) 3934(6) -459(3) 120
H(Q27C) 3190(1) 5374(6) 149(3) 120
H(28A) 995(1) 9405(3) 2612(2) 28
H(29A) 1057(1)  13708(3) 3530(2) 31
H(30A) 1051(1)  11863(3) 4651(2) 31
H(31A) 1009(1)  11556(3) 1580(2) 31
H(31B) 1104(1)  13084(3) 1926(2) 31
H(32A) 855(1)  14191(3) 2204(2) 31
H(32B) 853(1)  13866(3) 1269(2) 31
H(33A) S 702(1)  11877(3) 2313(2) 33
H(33B) 697(1)  11597(3) 1371(2) 33
H(34A) 552(1)  14199(4) 2065(2) 37
H(34B) 551(1)  13971(4) 1123(2) 37

H(35A) 390(1)  11931(4) 2102(2) 38
H(35B) 386(1)  11739(4) 1155(2) 38
H(36A) 247(1).  14315(4) 1902(2) 43

14,
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TTHG6B) T Ay 14155@)° 0 95y 43
H(37A) 75(1) 11950(4) 942(2) 39
H(37B) 78(1)  12079(4) 1891(2) 39
H(38A) -59(1) 14395(4) 784(2) 45
H(38B) -58(1)  14499(4) 1732(2) 45
H(39A) 232(1)  12307(4) 1688(2) 40
H(39B) 233(1)  12199(4) 740(2) 40
H(40A) -366(1) 14736(4) 1539(2) 44
H(40B) -364(1) 14665(4) 593(2) 44
H(41A) -543(1)  12571(4) 1462(2) 44
H(41B) -539(1) 12476(4) 516(2) 44
H(42A) 777(1)  13742(4) 784(3) - 76
H(42B) -669(1) 14936(4) 357(3) 76
H(42C) 672(1)  15031(4) 1303(3) 76
H(43A) 1100(1) 8589(3) 4648(2) 32
H(43B) 1004(1) 7786(3) 3870(2) 32
H(44A) 854(1) 9581(4) 5003(2) 33
H(44B) 849(1) 7722(4) 4953(2) 33
H(45A) 698(1) 7926(4) 3646(2) 33
H(45B) 694(1) 9775(4)  3755Q2) 33
H(46A) 550(1) 7657(4) 4768(2) 35
H(46B) 539(1) 9512(4) 4819(2) 35
H(47A) 395(1) 7732(4) 3474(2) 37
H(47B) 381(1) 9582(4) 3548(2) 37
H(48A) 244(1) 7420(4) 4571(2) 39
H(48B) 228(1) 9270(4) 4638(2) 39
H(49A) 72(1) 9342(4) 3353(2) 38
H(49B) 88(1) 7494(4) 3283(2) 38
H(50A) -80(1) 9018(4) 4440(2) 39
H(50B) -66(1) 7170(4) 4361(2) 39
H(51A) -219(1) 7274(4) 3076(2) 39
H(51B) -234(1) 9123(4) 3152(2) 39
H(52A) -389(1) 8800(4) 4224(2) 40
H(52B) -376(1) 6952(4) 4141Q2) 40
H(53A) -542(1) 8930(4) 2937(2) 43
H(53B) -527(1) 7084(4) 2846(2) 43

15
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CH(54A) 0 783(1)  C 7727(4)  3198(2) 00 64

H(54B) -700(1) 8573(4) 3993(2) 64

H(54C) | -685(1) 6725(4) 3902(2) 64

H(1B) 1509 11281 852 102

H(IC) 1428 12322 1097 102
16



