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U values for (4-(Z)

atom U1l 22 U33 U12 U13 v23

o) 0.089(4) 0.049(4) 0.058(4) -0.007 (3) 0.043(3) 0.003(3)

0(2) 0.109(5) 0.072(5) 0.081 (4) 0.016 (4) 0.049(4) 0.024(3)

c(1) 0.051(5) 0.052(5) 0.045 (5) 0.010 (4) 0.025 (4) 0.011(4)

c(2) 0.050 (5) 0.048(5) 0.040(5) 0.009 (4) 0.020 (4) 0.004 (4)

c(3) 0.046(5) 0.042 (5) 0.049 (5) 0.002 (4) 0.025 (4) -0.001(4)

c(4) 0.051(5) 0.061(5) 0.049(5) 0.004 (4) 0.021 (4) 0.006 (4)

c(5) 0.081(7) 0.062(86) 0.083(7) 0.001 (5) 0.055 (6) 0.013(5)

c(6) 0.102(8) 0.077(6) 0.062(6) 0.003 (6) 0.056(6) 0.018(5)

c(n) 0.081(7) 0.071(6) 0.050(6) 0.002 (5) 0.027(5) 0.013(5)

c(8) 0.050(5) 0.055 (5) 0.063(6) -0.004 (4) 0.028(5) 0.009 (4)

c(9) 0.055 (6) 0.056(6) 0.047(5) 0.002 (5) 0.024(5) 0.006(5)

c(10) 0.067(6) 0.057 (6) 0.063(6) 0.010(5) 0.035(5) 0.003(5)

c(i1) 0.094(7) 0.055(6) 0.079(6) -0.017(6) 0.056 (6) ~0.015(5)

c(12) 0.075(7) 0.082 (8) 0.059(6) -0.036(6) 0.036(6) -0.009(6)
, c(13) 0.063(6) 0.080(7) 0.051(6) -0.010(6) 0.021 (5) 0.004 (6)
. c(14) 0.061(6) 0.063(6) 0.049(5) ~0.007(5) 0.027(5) 0.000(5)

c(15) 0.102(8) 0.054 (6) 0.108(8) 0.024(5) 0.052(7) 0.004 (5)

c(16) 0.126(8) 0.107(8) 0.086(7) -0,056(7) 0.060(6) -0.033(6)

c(17) 0.069 (6) 0.084(7) 0.072(6) 0.009 (5) 0.006(5) 0.008(5)

c(18) 0.046(5) 0.053(6) 0.045(5) -0.002 (4) 0.021(4) 0.005(4)

c(19) 0.048(5) 0.049(5) 0.051(5) 0.007 (4) 0.019(5) - 0.002(4)

c(20) 0.082(7) 0.050(6) 0.062(6) 0.005 (5) 0.042 (5) -0.005(5)

c(21) 0.062(7) 0.073(7) 0.063(6) - -0.004(6) 0.015(5) -0.003(5)

c(22) 0.051 (6) 0.069(7) 0.095(7) -0.010(5) 0.033(6) -0.001(6)

c(23) 0.060($) 0.044 (5) 0.067(6) 0.002 (5) 0.035(5) 20.005 (4)

c(24) 0.076(6) 0.057(6) 0.095(7) 0.015(5) 0.049 (5) -0.002 (5)

c(25) 0.107(8) 0.127(9) 0.118(8) -0.032(7) 0.034(7) ~0.050(7)

c(26) 0.065(6) 0.109(8) 0.128(8) 0.004 (5) 0.051 (6) -0.006(6)

c(27) 0.092 (8) 0.068(7) 0.063(7) -0.017 (6) 0.043(6)  -0,004(§)

c(28) 0.25(1) 0.094(7) 0.099(8) -0.017(8) 0.13(1) 0.000 (6)

H(4) 0.0655

H(5) 0.0821

H(6) 0.0876

H(7) 0.0826

H(8) 0.0666

E(11) 0.0839

H(13) 0.0809

H(20) 0.0742 .

H(22) 0.0873

H(151) 0.1050

H(152) 0.1050

H(153) 0.1050

H(161) 0.1226

H(162) 0.1226

H(163) 0.1226

H(171) 0.1031

H(172) 0.1031

2(173) 0.1031

H(241) 0.0864 ‘

H(242) 0.0864

H(243) 0.0864

B(251) 0.1507

H(252) 0.1507

H(253) 0.1507

H(261) 0.1182

H(262) 0.1182

H(263) 0.1182 .

H(281) 0.1542

H(282) 0.1542

H(283) 0.1542




Positional parameters and

atom
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H(162)
H(163)
H(171)
H(172)
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.2147(4)
.1541 (5)
.1549 (5)
.0855 (5)
.0681(5)
.0701 (5)
.0528 (8)
.0380(7)
.0343(7)
.0510 (6)
.0227 (5)
.0571 (5)
.0050 (6)
.0956 (6)
.1320 (5)
.0739(5)
.1562 (6)
.1621(7)
.1168 (6)
.1893(5)
.2797 (5)
.3117 (6)
.2549 (7)
.1692 (6)
.1327 (5)
.3452 (6)
.2935(8)
.0376(5)
.2107 (6)
.2828 (7)
.0832
.0517
.0298
.0209
.0503
.0180
.1970
.3730
.1311
.1902
.1564
.1851
.1383
.1659
.2231
.1435
.1645
.0700
.3150
.3627
.3997
.3486
.3083
L2477
.0079
.0222
.0381
.2789
.2717
.3436
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B (eq) for 4-(E)
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.6781 (3)
.6720 (4)
.7329(3)
.7209 (4)
.6522 (4)
.6439 (4)
.5798(5)
.5262(5)
.5330 (5)
.5972 (4)
.7759 (4)
.8264 (4)
.8769 (4)
.8782(4)
.8258 (5)
.7745 (4)
.8272 (4)
.9353(5)
.7202 (5)
.7975 (4)
.8198 (4)
.8804 (5)
.9203 (4)
.8964 (4)
.8367 (4)
.7815 (5)
. 9855 (5)
.8142 (4)
.6536 (4)
.5999 (4)
.6813
.5748
.4830
.4956
.6021
.9115
.8254
.8955
.9222
.7911
.8225
.8687
.9775
.9348
.9286
.7389
.6986
.6883
.7419
.8087
.7696
.9766
.0146
.0062
.8471
.7726
.8085
.5826
.5646
.6181
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.3390(7)
.5864 (8)
.300 (1)
.196 (1)
.129 (1)
.037 (1)
.106 (1)
.011(2)
.154(2)
.221 (1)
.1338(9)
.032(1)
.019 (1)
.025(1)
.118 (1)
.172 (1)
.028 (1)
.033 (1)
.269 (1)
.370 (1)
.330 (1)
.393(1)
.496 (1)
.532 (1)
.473 (1)
.226 (1)
.561 (2)
.529 (1)
.492 (1)
.514 (1)
.1040
.2194
.0574
.2214
.3339
.0874
.1451
.3659
.6029
.0186
.1416
.0003
.0018
.1466
L0111
.3636
.2085
.2978
.1881
.1367
.2848
.6218
.4745
.6278
.5003
.4787
.6416
.6200
.4395
.4965
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atom U1l U22 U33 Ul2 Ul3 U23

o(1) 0.065(4) 0.047(3) 0.051(4) 0.005(3) -0.009(3) 0.001(3) -
0(2) 0.109(6) 0.117(6) 0.070(5) 0.028(5) 0.025(5) 0.026(5)
c(1) 0.056(5) 0.031 (4) 0.040(5) 0.019(4) 0.010(5) 0.001(4)
c(2) 0.035(4) 0.050 (5) 0.039(5) 0.000 (4) 0.003 (4) 0.006 (4)
c(3) 0.037(4) 0.047 (5) 0.051(6) 0.004 (4) 0.000 (4) 0.005 (5)
c(4) 0.053(5) 0.058 (6) 0.076(7) 0.001 (5) ~0.010(5) -0.007 (5)
c(5) 0.107(9) 0.057 (6) 0.089(8) 0.013(6) -0.019 (7) -0.020(6)
c(6) 0.064(6) 0.059(7) 0.12(1) 0.002 (5) ~0.033(7) -0.024(8)
c(7) 0.066(6) 0.046(6) 0.12(1) -0.010(5) -0.005(7) 0.014(7)
- c(8) 0.064(6) 0.061(6) 0.076(7) ~0.006 (5) -0.012 (5) 0.006 (6)
c(9) 0.040(4) 0.043 (4) 0.037(5) -0.003(4) -0.005 (4) 0.007 (4)
c(10) 0.050(5) 0.039 (4) 0.045(5) -0.004 (4) -0.004 (4) -0.003(5)
c(11) 0.072(6) 0.044 (5) 0.051(6) ~0.005 (5) -0.002 (5) 0.002 (5)
c(12) 0.056(5) 0.046(5) 0.072(7) 0.013(5) -0.014(6) -0.017(5)
c(13) 0.036(4) 0.074(6) 0.054 (6) 0.007(5) ~0.007 (4) -0.018(5)
c(14) 0.045(5) 0.045 (5) 0.040(5) ~0.003(4) -0.012 (4) -0.011(4)
c(15) 0.064(5) 0.063(5) 0.053(5) 0.001 (5) 0.008(5) 0.015(5)
C(16) 0.095(7) 0.076(6) 0.096(8) 0.026(6) -0.024(7) 0.003(6)
c(17) 0.046(5) 0.076(6) 0.075(7) 0.001(5) 0.003(5) 0.005 (6)
c(18) 0.043(5) 0.040 (5) 0.041(5) 0.004(4) -0.003 (4) 0.003(4)
c(19) 0.043(4) 0.055(5) 0.048(5) -0.001 (4) 0.005 (4) 0.002 (5)
c(20) 0.050(5) 0.084(7) 0.057(6) -0.025(5) -0.020 (5) 0.013(6)
c(21) 0.079(7) 0.050 (5) 0.075(7) 0.000 (5) ~0.014 (6) -0.005(6)
c(22) 0.065(6) 0.054 (5) 0.064(6) 0.014(5) -0.013(6) -0.015(5)
c(23) 0.055(5) 0.054 (5) 0.048(5) 0.007 (4) ~0.007 (5) 0.000(5)
c(24) 0.068(6) 0.082(7) 0.075(7) 0.011(6) 0.015(6) -0.011 (6)
c(25) 0.15(1) 0.063(7) 0.14 (1) -0.031(7) 0.01 (1) -0.019(7)
c(26) 0.055(5) 0.083 (7) 0.056 (6) 0.009(5) 0.009 (5) ~0.030 (6)
c(27) 0.055(6) 0.053(6) 0.086(9) ~0.004 (5) -0.020(6) 0.006 (6)
c(28) 0.094(7) 0.058(5) 0.100(9) 0.008 (5) -0.048(7) 0.011(7)
H(4) 0.0742
H(5) 0.1007
H(6) 0.0980
H(7) 0.0944
H(8) 0.0798
H(11) 0.0666
H(13) 0.0653
H(20) 0.0762
H(22) 0.0730
H(151) 0.0717
H(152) 0.0717
\ H(153) 0.0717
H(161) 0.1064
H(162) 0.1064
H(163) 0.1064
H(171) 0.0784
H(172) 0.0784
H(173) 0.0784
H(241) 0.0895
H(242) 0.0895
H(243) 0.0895
H(251) 0.1390
H(252) 0.1390
H(253) 0.1390
H(261) 0.0795
H(262) 0.0795
H(263) 0.0795
H(281) 0.1005
H(282) 0.1005
H(283) 0.1005




