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H223
H228
H228'
H228"

| oop_

H Ui so 0.11860 0.17761 0.41534 1.000 0.0216

. 000 0. 0265

. 000 0.0278

. 000 0.0362

. 000 0.0328 .
. 000 0.0234 .
. 000 0. 0200 .
H214 H Uiso 0.05399 0.18767 0.65760 1.000 0. 0355 . .
H Ui so -0.00227 0.22453 0.54241 1.000 0. 0355
H Ui so 0.15673 0.23442 0.60337 1.000 0.0355

H Ui so 0.01388 0.03764 0.69738 1.000 0.0192

H Ui so 0.11339 0.01445 0.87095 1.000 0. 0204 .
0204 .

IITITTTTITT

H Ui so 0.05203 -0.

0. 37560 0.17962
0. 60717 0.18367
0.79312 0. 16817
0. 86685 0. 13274
0. 70551 0. 09680
0. 47467 0.08144

0. 37356
0. 46423
0. 62563
0. 79899
0. 88963
0. 80135

PRRPPRPR

Ui so 0.300(4) -0.131(3) 0.992(
Uiso 0.516(4) -0.179(3) 0.996(
Ui so 0.701(4) -0.200(3) 0.912(
Ui so 0.784(4) -0.186(3) 0.768(
Ui so 0.644(4) -0.124(3) 0.615(
Ui so 0.435(4) -0.064(3) 0.611(

U so -0.01736 -0. .
H Ui so -0.08760 -0.10305 0.66098 1.000 0.0397

07778 0.57225

08214 0.84426 1.000 0.

3) 1.000
3) 1.000
3) 1.000
3) 1.000
3) 1.000
3) 1.000

1. 000 0.

0.

0
0.
0
0

0.

0216 .
. 0202 .
0211 .
. 0231 .
. 0221 .
0190 .

0397 .

H Ui so 0.05784 -0.14389 0.66191 1.000 0. 0397

_atom site_aniso_| abel
_atomsite aniso_U 11
_atomsite_aniso_U 22
_atomsite_aniso_U 33
_atomsite_aniso_U 23
_atomsite_aniso_U 13

_atomsite_aniso_ U 12
. 0091( 14)
.0081(14)
. 0138(15)
. 0180( 15)
. 0149( 16)
. 0158(16)
. 0100( 15)
.0181(16)
.0131(15)

C11
Cc12
C13
Ci14
C15
Cl6
c17

OOOOOOOOO

Q
i
[eNeololoNoNoNo]

ejejojojojojojoliojojolojojojoojooNo]

. 0099( 14)
. 0133( 15)
. 0157( 16)
.0107( 15)
. 0144( 16)
.0081( 14)
. 0123( 15)
. 0149( 16)
.0201(17)
.0208( 18)
.0161(17)
. 0125( 16)
.0163(17)
. 0124( 15)
. 0135( 16)
. 0138( 16)
.0161(17)
. 0129( 16)

. 0162( 16)

.0092( 14)
. 0096( 14)
. 0138( 16)
. 0254( 18)
. 0234( 18)
. 0135( 16)
.0119( 16)

OOOOOOOOO

[eeoloNooNoNe)

- 0189( 16)
.0178( 16)
. 0206( 17)
.0190( 18)
. 0164(17)
. 0149(17)
.0178(17)
.0200( 18)
. 0135( 16)

ejejejolojolojoliojolojojojojoNojooNo]

. 0125( 15)
. 0159( 16)
.0170(17)
. 0122( 15)
. 0258( 19)
. 0141( 15)
.0178(17)
.0217(18)
.0167(18)
. 0236( 19)
.028(2) O.
.029(2) O.
. 0236( 19)
. 0134( 16)
.0119( 16)
.0201(17)
. 0140( 16)
.0117( 16)
.0191(18)

[eeolojolooNoNoNe]

. 0150( 16)
.0202(17)
.0178(17)
. 0144( 16)
. 0164( 16)
.0212(18)

.0192(18)

. 0154( 16)
. 0146( 16)
. 0134( 16)
. 0146( 16)
. 0223(18)
. 0154( 16)
.0188(17)
. 0163(17)
. 0252( 19)

. 0257( 19)

COO0OO0O0O0OO00O00OO0O

028(2) -0.0027(15) 0.0096( 15)
032(2) -0.0087(16) 0.0057(15)

.0207(18)
. 0229( 18)
. 0237(18)
.0230( 18)
.0209(17)
.0189( 16)
. 0277(19)

OOOOOOO

.0167(16) 0. 0141(16)

.049(3) 0.030(2)
.039(2) 0.031(2)

-0.0019(13) 0.0032(12) 0.0016(13)
0.0033(14) 0.0060(12) -0.0013(13)
0.0002(13) 0.0094(13) 0.0010(13)
0.0026(13) 0.0066(13) -0.0015(14)

0. 0043(13)

- 0. 0003( 12)

-0.0005(13) -0.0019(13)
0.0020(13) 0.0005(14) 0.0027(13)
.031(2) -0.0004(15) 0.0030(14) 0.0054(13)
-0.0032(14) 0.0077(14) 0.0007(14)
.0215(17) 0.0003(13) 0.0022(13) 0.0004(13)
-0.0026(12) 0.0006(12) -0.0007(12)
-0.0035(12) 0.0008(12) -0.0030(13)
-0.0006(13) 0.0033(12) -0.0003(13)

-0.0009(12) 0.0001(13)

0. 0026(15) 0.0012(13) -0.0030(15)
-0.0021(12) 0.0011(12) 0.0008(12)
0.0041(13) 0.0044(13) 0.0000(13)
0.0046(13) 0.0040(13) 0.0010(14)
0.0024(14) 0.0087(15) -0.0039(14)
-0.0026(15) 0.0123(15) -0.0030(15)

- 0. 0035( 15)
- 0. 0014( 15)

-0.0049(14) 0.0035(14) -0.0021(14)
-0.0029(13) 0.0035(14) -0.0018(13)
0.0018(13) 0.0107(14) 0.0019(12)
-0.0045(14) 0.0078(14) -0.0017(13)
-0.0019(13) 0.0072(14) 0.0000(13)
-0.0014(12) 0.0061(13) 0.0008(12)
0.0067(15) 0.0062(14) 0.0064(14)
-0.0011(12) 0.0021(12) 0.0050(12)
.0198(17) 0.0199(17) 0.0022(14) 0.0014(12) 0.0026(13)
.0196(17) 0.0176(16) 0.0032(14)
.0262(19) 0.0150(17) 0.0058(14) 0.0065(14) 0.0026( 15)
.026(2) 0.0221(19) O.

0007( 15)

0. 0102( 15)
-0.0029(18) 0.0098( 15)
-0.0077(17) 0.0061(14)

-0. 0004(13) 0.0041(14)

- 0. 0031( 16)
-0.0030(17)
- 0. 0024( 16)



C28 0.0138(15) 0.0233(18) 0.0192(17) 0.0002(14) 0.0010(13) 0.0001(14)
C29 0.0135(15) 0.0180(17) 0.0195(17) -0.0014(13) 0.0061(13) 0.0013(14)

C210 0.0125(15) 0.0137(16) 0.0207(17) -0.0027(12) 0.0040(13) -0.0022(12)
C211 0.0128(16) 0.0282(19) 0.0206(18) -0.0003(14) 0.0046(13) -0.0028(14)

C212 0.0168(16) 0.0123(16) 0.0198(17) 0.0025(13) 0.0026(13) 0.0003(13)

C213 0.0111(15) 0.0122(15) 0.0193(16) 0.0009(12) 0.0045(12) 0.0019(12)

C214 0.0194(18) 0.025(2) 0.0264(19) 0.0002(15) 0.0062(15) 0.0050(15)

C215 0.0104(14) 0.0112(15) 0.0180(17) -0.0016(12) 0.0041(12) 0.0005(12)

C216 0.0100(15) 0.0209(18) 0.0176(16) 0.0000(14) 0.0043(12) 0.0024(13)

C217 0.0126(16) 0.0218(17) 0.0177(17) 0.0006(13) 0.0062(13) -0.0038(14)

C218 0.0243(18) 0.0139(17) 0.0173(17) 0.0001(13) 0.0083(14) -0.0071(14)

C219 0.0167(16) 0.0145(16) 0.0178(17) 0.0010(13) 0.0022(14) -0.0003(13)

C220 0.0115(15) 0.0153(16) 0.0245(18) 0.0016(14) 0.0024(13) 0.0001(13)

C221 0.0125(16) 0.0186(17) 0.0258(18) -0.0001(14) 0.0040(14) 0.0028(13)

C222 0.0178(17) 0.0169(17) 0.0211(18) -0.0015(14) 0.0063(14) -0.0011(14)

C223 0.0153(16) 0.0162(16) 0.0148(16) -0.0014(12) 0.0023(13) -0.0035(13)

C224 0.0087(14) 0.0130(16) 0.0207(17) 0.0009(13) 0.0017(12) -0.0009(12)

C225 0.0151(15) 0.0113(15) 0.0198(17) 0.0021(13) 0.0038(13) 0.0004(13)

C226 0.0115(15) 0.0155(16) 0.0178(17) -0.0022(13) 0.0033(13) -0.0006(13)

C227 0.0117(15) 0.0156(16) 0.0133(16) -0.0015(13) 0.0008(12) -0.0017(13)

C228 0.0195(18) 0.037(2) 0.0213(19) -0.0061(16) 0.0030(15) -0.0080(17)
#:::::::::::::::::::::::::::::::::::::::::::::::::::::::::::::::::::::::::::::::

# 10. MOLECULAR GEOVETRY
_geom speci al _details

Bond di st ances, angles etc. have been cal cul ated using the
rounded fractional coordinates. Al esds are estimted
fromthe variances of the (full) variance-covariance nmatri Xx.
The cell esds are taken into account in the estinmation of

di stances, angles and torsion angles

| oop_

_geom bond_atom site | abel 1
_geom bond_atom site | abel 2
_geom bond_di st ance

_geom bond_site synmetry 1
_geom bond_site synmetry 2
_geom bond_publ fl ag

C11 C12 1. 533(5) . . no
c11 C113 1. 487(5) . . no
C11 C115 1. 365(5) . . no
C12 C13 1. 549(5) . . no
C12 c114 1. 546(5) . . no
C13 C112 1. 516(5) . . no
Cl4 C15 1. 383(5) . . no
c14 C112 1. 414(5) . . no
C15 c111 1. 421(5) . . no
C16 c17 1.377(5) . . no
C16 c111 1. 424(5) . . no
c17 c18 1. 406( 5) . . no
c18 C19 1. 384(5) . . no
C19 C110 1. 399(5) . . no
C110  C113 1. 439(5) . . no
Cc110  cCl11 1. 437(5) . . no
C112  Cl13 1. 381(5) . . no
C12 H12 1. 0006 . . no
C13 H13' 0. 9897 . . no
C13 H13 0. 9897 . . no
c14 H14 0. 9495 . . no
Cl115  Cl16 1. 533(5) . . no
C15 HL5 0. 9492 . . no
C115  Cl27 1. 482(5) . . no

Cl16 C117 1.558(5) . . no



C128

1. 539(5)
0. 9501
0. 9497

1. 524(5)

0. 9498

. 378(6)

. 413(5)

. 424(5)

0. 9501

. 431(5)

. 364(6)

. 422(6)

. 379(5)

. 421(5)

. 426(5)

. 440( 5)

. 370(5)

. 9797

. 9807

. 9795

. 0006

. 9902

. 9902

0. 95(4)
0. 95(4)
0. 94(5)
0. 95(5)

1. 352(5)

1. 542(5)

1. 497(5)

1. 550( 5)

0. 95(4)

1. 528(6)

1. 506( 5)

0. 95( 4)

. 427(5)

.377(6)

. 408( 6)

. 369( 6)

. 426(5)

. 416(5)

. 383(5)

0. 9800
0.9795
0. 9800

1. 420( 5)

. 0001

. 9900

9905

9498

9496

9495

. 9501

. 9500

. 9494

RPRRRPRRRERRRE PR

ool NeolloNe]

RPRRRPRRRER

oococococooOor

. 385(5)
. 545( 5)
. 479(5)
. 532(6)
. 558( 5)
. 504( 5)
. 415(5)
. 357(5)
. 422(5)
. 423(5)

PRRRPRRREPRRPRRRERRE

no
no
no
no
no
no
no
no
no
no
no
no
no
no
no
no
no
no
no
no
no
no
no
no
no
no
no
no
no
no
no
no
no
no
no
no
no
no
no
no
no
no
no
no
no
no
no
no
no
no
no
no
no
no
no
no
no
no
no
no
no
no
no
no
no
no
no



C220
c221
Cc222
C223
C224
C224
C226
C214
C214
C214
C216
c217
c217
C218
C219
C220
c221
Cc222
c223
c228
c228
c228

| oop_

c221
Cc222
C223
C224
C225
c227
c227
H214'
H214"
H214
H216
H217'
H217
H218
H219
H220
H221
H222
H223
H228'
H228"
H228

RPRRRPRRREPR

. 375(5)
. 419(5)
. 362(5)
. 435(5)
. 426(5)
. 430( 5)
. 394(5)

oeoloNoNoNe]

. 9801
9800
9807
9996
9902
. 9892
. 94( 4)
. 95( 4)
. 95( 4)
. 95( 4)
. 95( 4)
. 94( 4)
0. 9805
0. 9804
0.9798

cooooo

_geom angle atomsite label 1
_geom angle atomsite | abel 2
_geom angle atomsite_ | abel 3
_geom angl e
_geomangle site symmetry 1
_geomangle site symetry 2
_geomangle site symetry 3
_geom angl e_publ _flag

C12
C12
C113
Cl11
Cl1
C13
Cc12
C15
Ci14
c17
Cl6
c17
C18
C19
C19
Ci11
C15
C15
Cl6
C13
C13
Ci14
Cl14
C13
Cl1
C110
Cl1
Cl1
Cl112
H13
C112
C12
C12
C15
Cl112

Cl1
Cl11
Cl11
C12
C12
C12
C13
C14
C15
Cl6
c17
C18
C19
C110
C110
C110
Ci11
Ci11
Ci11
C112
Cl112
Cl112
C12
C12
C12
C113
C113
C113
C13
C13
C13
C13
C13
Ci14
Ci14

C113
C115
C115
C13
Cl14
Cl14
Cl112
Cl112
Cl11
Ci11
C18
C19
C110
Ci11
C113
C113
Cl6
C110
C110
C14
C113
C113
H12
H12
H12
Cl112
Cl112
C110
H13'
H13'
H13
H13
H13'
H14
H14

105.
121.
133.
103.
111.
110.
103.
119.
120.
121.
119.
120.
121.
118.
123.
117.
121.
120.
118.
127.
111.
121.
11
11
11
120.
109.
130.
11
10
11
11
11
12
12

1(3)
3(3)
4(3)
5(3)
1(3)
8(3)
3(3)
4(3)
6(3)
0(3)
9(3)
3(3)
2(3)
8(3)
7(3)
4(3)
3(3)
2(3)
5(3)
3(3)
1(3)
6(3)
0. 43
0.38
0. 41
0(3)
3(3)
6(3)
1.11
9.10
1. 09
1.06
1.10
0.31
0. 34

no
no
no
no
no
no
no
no
no
no
no
no
no
no
no
no
no
no
no
no
no
no

no
no
no
no
no
no
no
no
no
no
no
no
no
no
no
no
no
no
no
no
no
no
no
no
no
no
no
no
no
no
no
no
no
no
no



C11
Ci14
Ci11
C11
Cl16
c17
C115
Ci11
C117
C115
C18
Cl6
Cl16
C119

Cl16
H15
H15
c127
c127
H16
Ci117
H16
C128
C128
H17
H17
Cl126
Cl126
H18
H18
C125
H19
H19
C125
C122
C123
Cl24
c127
C125
c127
Cl24
C120
Cl24
C118
c127
c127
Cl126
Cl126
Cl24
H114'
H114"
H114
H114"
H114
H114
H116
H116
H116
H117'
H117
H117'
H117
H117
H118
H118
H119
H119
H120
H120
H121
H121
C213
C215
C215
H122
H122
C214

C214
H123
c212

121. 9(3)

119.
119.

67
69

133.0(3)
104. 8( 3)

119.

53

102. 5(3)

119.

46

110. 5(3)
111. 5(3)

120.
119.

10
99

102. 4( 3)
118. 8(4)

119.
119.

77
90

120. 8( 4)

119.
119.

35
42

121. 6( 4)
119. 8(4)
120. 3(4)
120. 8(3)
117. 2(3)
119. 0( 3)
123. 8(3)
120. 2(3)
121. 5(3)
118. 2(3)
126. 8(3)
111. 2(3)
122. 0(3)
109. 1(3)
120. 2(3)
130. 7(3)

109.
109.
109.
109.
109.
109.
110.
110.
110.
111.
111.
111.
111.

109

49

16

121(3)
120( 3)
120( 2)
119(2)
119(3)
119(3)
120( 3)
120( 3)
104. 5(3)
121.9(3)
133. 4(3)
120( 3)
120( 3)
110. 2(3)
102. 8(3)
110. 8(3)
120(2)
103. 4(3)

no
no
no
no
no
no
no
no
no
no
no
no
no
no
no
no
no
no
no
no
no
no
no
no
no
no
no
no
no
no
no
no
no
no
no
no
no
no
no
no
no
no
no
no
no
no
no
no
no
no
no
no
no
no
no
no
no
no
no
no
no
no
no
no
no
no
no



120( 2)

118.
121.
121.
120.

2(4)
8(4)
2(4)
1(4)

109. 45
109. 51
109. 47
109. 51
109. 45
109. 44

120.
121.

2(4)
1(3)

110. 93
110. 95
110. 95
111. 17
111. 08
111. 03
111. 13
109. 02
120. 90
120. 92
119. 08
119. 08
119. 40
119. 41
119. 94
119.91
119. 88
119.91
119. 50
119. 45

118.
124,
117.
120.
118.
121.
121.
127.
111.
108.
120.
131.
122.
133.
104.
102.
111.
111.
103.
119.
122.
120.
119.
120.
121.
117.
118.
124,
119.
121.
119.
128.
110.
121.

3(3)
2(3)
4(3)
1(3)
8(3)
1(3)
8(3)
0(3)
3(3)
8(3)
1(3)
0(3)
0(3)
1(3)
6(3)
1(3)
3(3)
5(3)
5(3)
0(4)
0(3)
9(3)
8(3)
7(3)
1(3)
9(3)
0(3)
0(3)
4(3)
3(3)
2(3)
2(3)
6(3)
2(3)

no
no
no
no
no
no
no
no
no
no
no
no
no
no
no
no
no
no
no
no
no
no
no
no
no
no
no
no
no
no
no
no
no
no
no
no
no
no
no
no
no
no
no
no
no
no
no
no
no
no
no
no
no
no
no
no
no
no
no
no
no
no
no
no
no
no
no



C215 c227
Cc224 c227
C215 c227
c22 14
c22 14
c22 14
H214' 14
H214' 14
H214" 14
C215 C216
c217 C216
C228 C216
C216 17
C216 c217
C226 c217
C226 c217
H217' c217
C219 C218
C226 C218
C218 C219
c225 C219
c221 C220
c225 C220
C220 c221
Cc222 c221
c221 C222
c223 C222
C222 c223
Cc224 c223
C216 C228
C216 C228
C216 C228
H228' C228
H228' C228
H228" C228
| oop_
_geomtors
_geomtors
_geomtors
_geomtors

_geomtorsion

_geomtors

_geomtors

_geomtors

_geomtors

_geom torsion_publ _flag
C113 Cc11 C12
C113 c11 C12
C115 c11 C12
C115 Cc11 C12
C12 Cc11 C113
C12 Cc11 C113
C115 Cc11 C113
C115 C11 C113
C12 C11 C115
C12 Cc11 C115
C113 Cc11 C115
C113 Cc11 C115
Cc11 C12 C13
Cl14 C12 C13
C12 C13 C112
C12 C13 C112
C15 Cl14 C112
C112 Cl14 C15
C15 Cl14 C112
Cl14 C15 Ci11

C226
C226
C224
H214'
H214"
H214
H214"
H214
H214
H216
H216
H216
H217'
H217
H217'
H217
H217
H218
H218
H219
H219
H220
H220
H221
H221
H222
H222
H223
H223
H228'
H228"
H228
H228"
H228
H228

109. 2(3)
119. 7(3)
131. 0(3)

on_site symretry 1
on_site symetry 2
on_site symretry 3
on_site symetry 4

C13

Cl14
C13

Cl14
C110
C112
C110
Cl112
Cl16
c127
Cl16
c127
Cl112
Cl112
Ci14

C113
C13

Ci11
C113
C110

109. 53
109. 52
109. 50
109. 46
109. 41
109. 41
110. 57
110. 54
110. 56
111. 03
111. 07
111. 00
111. 07
109. 09
120(3)
121(3)
119(2)
119(2)
120( 2)
119(2)
120( 2)
120( 2)
119(3)
120( 3)
119(3)
120( 3)
109. 49
109. 51
109. 52
109. 40
109. 46
109. 46

on_atomsite label 1
on_atomsite | abel 2
on_atomsite | abel 3
on_atomsite | abel 4

.7(3)
.3(4)
.5(3)
.5(4)
.3(3)
.5(4)
. 3(6)
.9( 4)
. 0(5)
.9( 4)
.3(4)
. 2(7)
.9(3)
.3(3)
.9(3)
.9( 4)
. 8(3)
. 8(5)
. 0(5)
.2(5)

no
no
no
no
no
no
no
no
no
no
no
no
no
no
no
no
no
no
no
no
no
no
no
no
no
no
no
no
no
no
no
no
no
no
no

no
no
no
no
no
no
no
no
no
no
no
no
no
no
no
no
no
no
no
no



Ci14

Ci11

Ci11
Ci11

Cl6
C110

1
=
~

1 1 1
S
~N~Nw

1
=
(o]

1 1
i
~N ~

17
17
17
175.
1.
153.
-22.
-32.
30.

- 87.
-144.
97.
151.
-10.
174.

91.
- 27.
-18
-18

-17

- 164.
14.
176.

1(5)
5(3)
6(3)
6(3)
6(3)
3(5)
8(4)
4(7)
2(3)
4(4)
7(6)
2(3)
5(3)
9(3)
4(4)
8(4)
9(5)
8(4)
0(4)
1(3)
0(3)
0(3)
0(3)
3(3)
5(3)
2(3)
6(3)
9(4)

no
no
no
no
no
no
no
no
no
no
no
no
no
no
no
no
no
no
no
no
no
no
no
no
no
no
no
no
no
no
no
no
no
no
no
no
no
no
no
no
no
no
no
no
no
no
no
no
no
no
no
no
no
no
no
no
no
no
no
no
no
no
no
no
no
no
no



c217

| oop_

_geomcontact_atomsite | abel 1
_geomcontact_atomsite | abel 2
_geom cont act _di stance

C226

c227

C215

_geom contact_site_symetry_1
_geom contact_site_symetry_2

_geom contact _publ _fl ag

-2

-1.

o

-176.
- 0.
- 3.
176.

oA~

-5.
178.
-177.
-7.
176.
- 8.
168.
-172.

~N B~ O

-176.

A

-171.
-144.

31.
- 87.
151.
153.
-23.
-31.

- 27.
165.

177.
-2.
-2.

176.

175.
-2.
-2.

- 0.
178.
-4,
172.

177.
-9.
-9.

167.

173.

-171.

-173.

.5(7)
7(6)
.9(7)
6(4)
9(7)
8(7)
6(4)
. 1(6)
. 4(5)
0(5)
2(3)
7(4)
2(5)
0(3)
8(5)
0(3)
3(4)
. 2(5)
. 7(6)
. 5(5)
3(3)
. 8(4)
3(3)
6(3)
. 3(4)
1(3)
9(4)
3(4)
0(3)
8(4)
9(6)
. 6(3)
3(3)
9(3)
. 3(3)
6(3)
7(5)
1(5)
9(3)
. 8(5)
7(3)
0(5)
7(5)
. 9(5)
3(5)
3(3)
3(5)
3(3)
. 4(5)
. 2(5)
0(3)
9(5)
1(6)
5(3)
5(3)
4(3)
9(3)
. 8(5)
. 8(4)

no
no
no
no
no
no
no
no
no
no
no
no
no
no
no
no
no
no
no
no
no
no
no
no
no
no
no
no
no
no
no
no
no
no
no
no
no
no
no
no
no
no
no
no
no
no
no
no
no
no
no
no
no
no
no
no
no
no
no



C123

C218
C123

Cl24
c127
C115
C223
C19

Cl6

c227
Cc223
C224
C215
C123
C220
Cl24
H19

H123
C220
H116

C123
Cl16
H217
H220
H220
H217

C19
Cl14

H23'

C214
H221
C220

H223
H216
C110
H19

C113
C19

C11

H18

C19

C110
C19

H220
H123
C223
C224
H220
H220
H217
H114
C223
H114
H220
H123
H116
C119
H19

H123
H114"

. 475(5)
. 583(6)
. 530( 5)
. 045(5)
. 591(5)
. 994( 4)
. 237(5)
. 455( 5)
. 466( 5)
. 591(5)
. 583(6)
L 277(4)
. 113(5)
. 073(4)
. 480( 5)
. 046( 4)
. 466( 4)
. 474(5)
2.9016
2.93(4)
3.579(5)
2. 6301
2. 9887
3. 274(5)
3.572(5)
2. 9027
2.93(4)
2.81(4)
2. 9622
3. 0230
3. 455( 5)
3.572(5)
3. 0129
3. 0984
3. 440( 6)
2. 99(5)
3.576(6)
2. 9350
2.91(4)
2. 6677
. 046( 4)
2.9224
. 274(5)
. 045(5)
. 475(5)
3. 0848
. 994( 4)
. 474(5)
. 237(5)
2. 85(5)
2. 78(5)
3. 085( 4)
3.523(5)
2. 74(4)
3. 03(5)
3. 0540
3. 0231
3. 264(5)
2. 9651
3. 09(5)
2. 68(4)
2.8842
3. 440( 6)
2. 8764
3. 480( 5)
2. 94( 4)
3. 0993

WWWWWWWWWWwWwWwNWWwwWwww
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1_454
2556

1656

2 656

2656
1 554
1_554
27656
2656
1554
1_454
1454
2 546

2 656
1_454

2 656

2 656
27656
1554

2 656

2 556

no
no
no
no
no
no
no
no
no
no
no
no
no
no
no
no
no
no
no
no
no
no
no
no
no
no
no
no
no
no
no
no
no
no
no
no
no
no
no
no
no
no
no
no
no
no
no
no
no
no
no
no
no
no
no
no
no
no
no
no
no
no
no
no
no
no
no



Cl16
Ci17
C118
C218
C119
C119
C120
C220
C120
C220
C220
Ci21
C223
C223
C223
Cc223
C224
C224
Cl24
Cl126
Cl126
c127
c227
c127
C128
C210
c212
C213
C213
C214
C214
C214
C215
C215
C216
c217
C218
C218
C219
C219
C220
C220
c221
c221
Cc222
C224
C225
C226
C226
c227
c227
c228
H114'
H114'
H114"
H114"
H117'
H128'
H128"
H128"
H214'
H214'
H214'
H214"
H214"
H217'
H228'

H12

H119
C119
H23'
C213
c212
H228'
H217'

WWWwww ww w

2. 6632
2. 94(4)
2. 9060
. 530( 5)
3. 0549
2. 9255
2. 9939
. 466( 4)
3. 0286
. 576(6)
.579(5)
2. 9516
. 264(5)
. 466( 5)
. 085( 4)
. 113(5)
. 523(5)
. 073(4)
2. 6477
3. 0954
2. 9364
2. 8880
L 277(4)
2.5767
3. 0140
2.77(5)
2. 9091
2.8919
2. 64(5)
3. 0585
2.9843
2. 91(5)
2. 9110
2. 94(4)
2. 6645
2.90(4)
2. 8764
2. 7046
2.9312
3. 01(5)
3. 09(4)
. 0148
. 0094
0790
0816
7218
. 9533
. 0668
. 9586
. 9090
. 6242
. 9696
. 5992
. 4596
. 0993
. 2998
. 4128
. 4793
. 4710
. 5457
. 5564
. 0549
L4744
. 8919
. 9091
. 5012
. 5012

2 546
2 546

2 545
2 646
1_455
1_656
2 646
1_455

1455

2 556

1_556
1_556
2 546
1_556
1_656
1_656
2 646
2 646
1_655
2 646

2 646
1556

1655

1_554
2556
2556

no
no
no
no
no
no
no
no
no
no
no
no
no
no
no
no
no
no
no
no
no
no
no
no
no
no
no
no
no
no
no
no
no
no
no
no
no
no
no
no
no
no
no
no
no
no
no
no
no
no
no
no
no
no
no
no
no
no
no
no
no
no
no
no
no
no
no



H228'
H228'
H228"
H228"

c221

H214'

H13'
C113
C220
Cl112
C225
C12
Cl14
H12
H114"
H128'
H228
H120

. 0790
. 5393
. 9090
. 9586
. 6632
. 4710
. 2798
. 5681
L4141
. 0286
. 9516
. 0140
. 4596
. 0668
. 4437
. 8764
. 9312
. 4910
. 9939
. 4910
. 7046
. 4893
. 5992
. 0848
. 4995
. 9016
. 9224
. 3966
. 5767
. 8764
. 6477
. 2965
. 9696
. 4069
. 6645
. 9060
. 9255
. 0954
. 3966
0984
4995
L4744
0094
. 0816
4610
5775
0585
. 4610
. 0129
. 0230
. 9887
. 9350
. 9110
. 7218
. 6242
. 4437
. 9651
. 0148
. 0231
. 9533
. 6301
. 8842
. 2798
. 2998
. 4793
. 5690
2. 50( 6)

1_455
1_455

1_655
1_655
1_655
1_655

1_554
1554
1554
1554

2 555
2 556

2556
1_455

2656
27656

1655
1655

1656

1_656
1_556

1556
2 656

2 656

no
no
no
no
no
no
no
no
no
no
no
no
no
no
no
no
no
no
no
no
no
no
no
no
no
no
no
no
no
no
no
no
no
no
no
no
no
no
no
no
no
no
no
no
no
no
no
no
no
no
no
no
no
no
no
no
no
no
no
no
no
no
no
no
no
no
no



H119
H119
H120
H120
H121
H121
H121
H123
H123
H123
H123
H123
H123
H123
H128
H128
H214
H214
H216
H216
H216
H216
H217
H217
H217
H217
H218
H218
H219
H219
H220
H220
H220
H220
H220
H220
H220
H221
H221
H223
H223
H223
H223
H223
H223
H228
H228

#===END of Crystallographic Information File

C214
H214'

H119

C15

C110
Cl11
Cl112
C113
H228'
C19

c21

Ci17
C210
C213
C215
H117'
H22

H119

2.91(5)
2. 5564
2. 5681

2. 50( 6)

3. 09( 4)
2. 4141

3. 01(5)

2. 55(6)

2. 4681

. 68(4)

. 93(4)

. 78(5)

. 94( 4)

. 90( 4)

. 8880

. 9364

. 5775

. 4290

. 6677

. 9843

. 2965

. 4290

. 9027

. 9622

. 0540

. 4681

2. 55(6)

2. 4893

2. 5457

. 47(6)

. 47(6)

. 93(4)

. 81(4)

. 85(5)

L 74(4)

. 03(5)

. 09(5)

2.5393

. 99( 5)

. 91(4)

. 94( 4)

. 77(5)

. 64(5)

. 94( 4)

2.4128

2. 4069

2. 5690

NNNNDN

NWNNNNNNNNDNDDN

WWNNNNNDN

NNNNDNN

2 546
2 546
1_455

1_454
1_455
1_454
1_554
1_554

1554

1_455

1_556
1_556
1_556
1_556
1_556
2 546
1_556

2646
2 646
2 646
2 646
2 646
2 646
1_655
2 646

no
no
no
no
no
no
no
no
no
no
no
no
no
no
no
no
no
no
no
no
no
no
no
no
no
no
no
no
no
no
no
no
no
no
no
no
no
no
no
no
no
no
no
no
no
no
no



