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Abstract _

C49H490s, triclinic, P1 (no. 2), a = 10.8865(2) A,

b = 18.2743(3) A, ¢ = 18.3545(3) A, @ = 85.166(1)°,
B = 86.233(1)°, y = 84.268(1)°, V=3614.3 A%, Z = 4,
Rg(F) = 0.054, wRret(F%) = 0.148, T = 120 K.

Source of material
The title compound was prepared according to the reported me-
thod [1].

Discussion

The unit cell contains two pairs of structurally similar molecules.
Each calixarene unit adopts a partial cone conformation in which
the phenolic ring being anti-oriented with respect to the other
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three calixarene rings is the one bearing the benzoyl group. The
dihedral angle between the two benzyl-substituted phenolic rings
is 39.57(8)° in molecule 1 and 33.95(9)° in molecule 2, while the
interplane angles between the other two distal rings of the
calixarene are 7.54(8)° in molecule 1 and 21.57(8)° in molecule
2. In molecule 1, the 03/02 and 03/04 separations of 2.89 A and
2.76 A, respectively, are each consistent with the formation of a
hydrogen bond involving the O2 hydroxyl group. A similar situa-
tion is observed in the second calixarene. In both molecules the
benzoyl plane is nearly perpendicular to the phenoxy ring to
which it is appended, and is sandwiched between two facing
calixarene rings. The latter orientation may be favored by z-7 in-
teractions between the C35 ring and the C5 and C17 aromatic
rings (d(C35--C5) = 3.49 A, d(C35--C17) = 3.50 A). Both benzyl
rings are oriented away from the calixarene core. The carbonyl O
atoms of benzoyl groups are involved in C-H---O interactions to
aromatic rings of adjacent molecules with small differences ap-
parent between the non-equivalent species.

Table 1. Data collection and handling.

Crystal: colorless block, size 0.18 x 0.35 x 0.42 mm
Wavelength: Mo K radiation (0.71069 A)

'S 0.83 cm™!

Diffractometer, scan mode: ~ Nonius KappaCCD, ¢p/w

260max: 54.96°

N(hkl)measured, N(hkDunique: 16513, 16513

Criterion for Iobs, N(hkl)g: Tovs > 2 o(Ioes), 12766

N(param)refined: 974

Programs: SIR97 [2], SHELXL-97 [3], PLATON [4]

Table 2. Atomic coordinates and displacement parameters (in Az).

Atom Site x y z Uiso

H(2A) 2 0.4318 0.4841 0.5508 0.033
H(2B) 2 0.4628 0.5496 0.5934 0.033
H3) 2 0.5338 0.4154 0.8282 0.050
H4) 2 0.2362 0.4561 0.5887 0.036
H(5) 2i 0.0880 0.4214 0.6777 0.042
H(6) 2i 0.1290 0.4163 0.7996 0.041
H(8A) 2 0.2468 0.4685 0.8940 0.042
H@8B) 2 0.3862 0.4801 0.8743 0.042
H(10) 2 0.1958 0.3524 0.9521 0.036
H(11) 2 0.2515 0.2328 0.9978 0.038
H(12) 2 0.4480 0.1780 0.9703 0.037
H(14A) 2i 0.6604 0.1881 0.9229 0.046
H(14B) 2i 0.6993 0.2661 0.8936 0.046
H(16) 2 0.5482 0.1211 0.8310 0.049
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Table 2. Continued. Table 2. Continued.

Atom Site x y z Uiso Atom Site x y z Uiso
HQ17) % 0.5536 0.0869 0.7129 0.053 H(58B) 2i 0.9789 1.0035 0.8574 0.039
H(18) 2 0.6537 0.1546 0.6188 0.045 H(60) 2 0.7513 1.0122 0.8661 0.038
H(20A) 2i 0.7628 02522 05733 0.039 H(61) 2 05702 09552 08804  0.040
H(20B) 2i 0.8690  0.2628 06234  0.039 H(62) 2 05747 08307 08639  0.040
H(22) 2 0.9224 0.3817 0.5901 0.039 H(64A) 2 0.6872 0.7114 0.8522 0.046
H23) 2 0.8755 0.5073 0.5695 0.043 H(64B) 2 0.8319 0.7038 0.8527 0.046
H(24) 2 0.6724 0.5574 0.5736 0.038 H(66) 2 0.5902 0.7479 0.7318 0.045
H31) 2 0.2785 0.2436 0.5601 0.040 H(67) 2 0.5976 0.7280 0.6094 0.047
H(32) 2 0.1423 01724 06289  0.043 H(68) 2 0.7826  0.6899 05498  0.040
H@33) 2 0.1407 0.1649 0.7555 0.038 H(70A) 2i 1.0348 0.6130 0.6072 0.036
H34) 2 0.2712 0.2307 0.8134 0.036 H(70B) 2 0.9901 0.6664 0.5414 0.036
H(35) 2 0.4133 0.2976 0.7448 0.033 H(72) 2 1.2446 0.6187 0.5871 0.034
H(36A) 2i 0.9570 0.3275 0.7654 0.044 H(73) 2 1.4201 0.6801 0.5788 0.037
H(36B) 2i 0.9447 0.2484 0.7411 0.044 H(74) 2 1.4049 0.8069 0.5823 0.035
H(38) 2 0.9433 0.1437 0.8322 0.041 H@B1) 2 0.8374 0.8908 0.6803 0.034
H39) 2 0.9713 0.0943 0.9510 0.049 H@82) 2 0.6462 09517 0.7100 0.042
H(40) 2 0.9863 0.1714 1.0431 0.050 H@®3) 2 0.5009 0.9755 0.6230 0.043
H@1) 2i 0.9761 0.2972 10160  0.051 H(4) 2 05454 09385 05055  0.043
H@42) 2 0.9500 0.3470 0.8978 0.044 H@B5) 2 0.7388 0.8819 0.4745 0.039
H(43A) 2 04774 0.5974 0.6964 0.040 86A) 2 1.1126 0.6033 0.7892 0.057
H@43B) 2i 0.5981 0.5836 0.7397 0.040 H(86B) 2 1.0537 0.5824 0.7191 0.057
H(45) 2 0.5707 0.5815 0.8792 0.046 H(88) 2 0.8714 0.5224 0.7288 0.063
H(46) 2 04722 0.6409 0.9760 0.056 H@8%) 2 0.7425 0.4484 0.7909 0.097
H(47) 2 0.2888 0.7134 0.9601 0.062 H(90) 2 0.7277 0.4447 0.9148 0.107
H(48) 2 0.2074 0.7303 0.8460 0.067 H(91) 2 0.8539 0.5106 0.9805 0.120
H49) 2 0.3046 0.6692 0.7490 0.051 H92) 2 1.0025 0.5823 0.9109 0.068
H(52A) 2 1.2947 0.9199 0.5933 0.035 H(93A) 2i 1.3374 0.9204 0.7129 0.046
H(52B) 2i 11970 09224 05346  0.035 H(93B) 2 13523 08477 07648  0.046
H(53) 2 0.9703 0.7655 0.8162 0.046 HO5) 2 1.3036 0.8545 0.8994 0.045
H(54) 2 1.0602 1.0230 0.5495 0.036 H(96) 2i 1.2961 0.9244 0.9987 0.050
H(55) 2 0.9154 1.0945 0.6173 0.039 H(97) 2i 1.2947 1.0516 09813 0.052
H(s6) 2i 0.8820 1.0641 0.7410 0.039 HO98) 2 1.2997 1.1080 0.8636 0.054
H(58A) 2i 1.0531 0.9259 0.8509 0.039 H(99) 2 1.3071 1.0383 0.7640 0.047
Table 3. Atomic coordinates and displacement parameters (in Az).

Atom  Site x y z Un Ux U Up2 Uss Uy

o 2 0.5350(1)  0.34129(6) 0.64283(6) 0.0248(6) 0.0266(6) 0.0242(6) -0.0027(5) -0.0012(4)  0.0012(4)
0(2) 2 0.7826(1)  0.30246(7) 0.76900(7)  0.0373(7) 0.0302(6) 0.0279(6)  0.0018(5) -0.0038(5)  0.0017(5)
oQ3) 2 0.5630(1) 0.37337(7) 0.84032(7) 0.0293(7) 0.0300(6)  0.0387(7) -0.0035(5)  0.0043(5)  0.0104(5)
o(s) 2 0.4448(1)  0.33949(7) 0.53545(6) 0.0404(7) 0.0419(7) 0.0219(6) -0.0083(6)  0.0003(5) -0.0028(5)
04 2 0.4953(1)  0.49852(7) 0.75177(6) 0.0331(7)  0.0294(6) 0.0255(6)  0.0022(5) —0.0004(5)  0.0001(5)
C(1) 2 0.5934(2)  0.46244(9) 0.60111(8)  0.0303(9) 0.0285(8) 0.0175(7) -0.0027(7)  0.0008(6) —0.0015(6)
C(2) 2 0.4611(2)  0.49646(9) 0.59664(9) 0.0331(9) 0.0263(8) 0.0216(7)  0.0013(7) 0.0008(7)  0.0027(6)
C(3) 2 0.3648(2) 0.47674(9) 0.65686(9)  0.0315(9) 0.0209(7)  0.0246(8)  0.0038(6)  0.0020(7)  0.0021(6)
C4 2 0.2522(2) 0.45578(9) 0.6379(1)  0.0335(9) 0.0266(8) 0.0293(8) 0.0039(7) -0.0015(7)  0.0005(7)
C(5) 2 0.1633(2)  0.4344(1)  0.6912(1)  0.0307(9) 0.0292(9)  0.042(1) 0.0017(7)  0.00108)  0.0002(7)
C(6) 2 0.1873(2)  0.4326(1)  0.7642(1)  0.035(1) 0.02748)  0.0359(9) 0.0013(7) 0.0110(8) 0.0011(7)
(6] 2 0.2971(2) 0.45465(9)  0.78605(9)  0.040(1) 0.0209(8) 0.0261(8)  0.0044(7)  0.0075(7)  0.0007(6)
c® 2 0.32102) 0.4494(1)  0.86692(9) 0.052(1) 0.0274(9)  0.0238(8) -0.0019(8)  0.0099(8) -0.0035(7)
Cco) 2 0.3582(2) 0.37110(9) 0.89727(8) 0.0348(9)  0.0283(8) 0.0178(7) -0.005%(7)  0.0008(6) —0.0030(6)
ca0oy 2 0.2750(2)  0.3307(1)  0.94108(9) 0.0321(9)  0.0346(9) 0.0226(8) -0.0034(7)  0.0031(7) -0.0018(7)
caly 2 0.3080(2)  0.258%(1)  0.96848(9)  0.035(1) 0.0334(9)  0.0264(8) -0.0092(7)  0.0029(7)  0.0020(7)
c12 2z 0.4258(2) 0.2262(1)  0.95189(9) 0.037(1) 0.0306(9) 0.0246(8) -0.0043(7) -0.0027(7)  0.0055(7)
c13) % 0.51152)  0.2645(1)  0.90810(9)  0.0279(9) 0.0371(9) 0.0208(8) -0.0023(7) -0.0029(6)  0.0038(7)
cas) 2 0.6527(2)  0.2064(1)  0.8110(1)  0.0278(5)  0.0321(9)  0.0363(9)  0.0065(7) -0.0009(7)  0.0080(7)
Cl49 2 0.6405(2)  0.2305(1)  0.8888(1) 0.033(1) 0.050(1) 0.0289(9)  0.0031(8) -0.0025(7)  0.0142(8)
c@6) 2 0.5914(2) 0.1475(1) 0.7939(1) 0.032(1) 0.034(1) 0.053(1) 0.0047(8) 0.0035(9)  0.0098(9)
can 2 05933(2)  0.1273(1)  0.7230(1)  0.035(1) 0.026809)  0.068(1) 0.0027(8) -0.001(1)  -0.0044(9)
ca8) 2 0.6547(2)  0.1675(1)  0.6667(1)  0.035(1)  003159) 0046(1)  0.0078(8) -0.0047(8) -0.0102(8)
c(9) % 0.7177(2) 0.2267(1)  0.6811(1)  0.0265(9) 0.0290(8)  0.0348(9)  0.0080(7) —0.0009(7) —0.0006(7)
C0) 2i 0.7804(2)  02716(1)  0.61869(9) 0031509)  0.03719)  00257(8) 0.0076(7) -0.0006(7) -—0.0042(7)
cQRy 2 0.7473(2)  0.3545(1)  0.61119(9) 00272(8)  0.0358(9)  0.0186(7) -0.0011(7) -0.0010(6) —0.0022(6)
C(2)y 2 0.8402(2) 0.4014(1)  0.59333(9) 0.0248(9) 0.049(1) 0.0247(8) -0.0037(8) -0.0003(7) -0.0040(7)
C23) 2 0.8122(2)  0.4768(1)  0.5803(1) 0.036(1) 0.047(1) 0.0263(8) —0.0149(8) -0.0002(7) —0.0018(8)
cRe) 2 0.6902(2)  0.5069(1)  0.58343(9)  0.039(1) 0.0318(9)  0.0236(8) -0.0090(8)  0.0004(7) -0.0008(7)
cRs) 2 0.6260(2)  0.3869%(9) 0.61533(8) 0.0254(8)  0.02938) 0.0180(7) -0.0040(6) —0.0004(6) -0.0018(6)
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Table 3. Continued.

Atom  Site x y z Un Un Uz U2 Uis Uxn
ce6) 2 0.7193(2)  0.243839) 0.7541(1)  0.0260(9)  0.02828)  0.0317(9)  0.0064(7) —0.0021(7)  0.0026(7)
cRn 2 04758(2)  033674(9) 0.88162(8) 0.0300(9)  0.0321(8)  001847) -0.0093(7) —0.0018(6)  0.0015(6)
c(28) 2 03837(2)  047839(9) 0.73135(9) 0.0301(9)  0.0218(7)  0.02598)  0.003%6)  0.0013(7)  0.0002(6)
cR9) 2 0.4485(2)  0.32188(9) 0.60039(9) 0.0273(8)  0.0247(8)  0.02448)  0.0015(6) —0.0006(6) —0.0051(6)
c@Eo) 2% 03612(2)  027710(9) 064543(9) 0.02688) 0.0235(7) 00257(8)  0.0014(6) —0.0014(6) —0.0023(6)
c3y 2% 02785(2)  02400(1)  0.6109(1)  0.039(1)  00356(9)  0.0261(8) -0.0060(8) —0.0057) —0.0031(7)
c32) 2 0.19642)  01979(1)  0.6521(1)  0.037(1)  0.0381)  0035(1) -0.01088) -0.0073(8) —0.0034(8)
c(33) AU 0.19522)  0.1938(1)  07278(1)  0.0311(9)  0.0289(8)  003429) -0.00187) 0.0021(7)  0.002(7)
cG4) 2 027442)  0.2322(1)  0.762549) 0035(1)  003008)  0.02508) -0.0002(7)  0.0002(7) —0.0009(6)
c(3s) 2 03584(2)  0.27288(9) 0.72149(9) 0.03049)  0.02658)  0.0249%(8) —0.0008(7) —-0.0019(7) —-0.0020(6)
cG6) 2 0.9140(2)  02835(1)  0.7764(1)  0.033(1)  0.045(1)  0.03059) -0.00678) —-0.0009(7)  0.0042(8)
cEn 2% 094152)  0.2507(1)  0.85234(9) 0.02609)  0.03589)  0.02808) -0.00527) ~0.0008(7) —0.0009(7)
c(38) 2 09494(2)  0.1749(1)  0.8690(1)  0.036(1)  0.03549)  0.0300(9) -0.0018(8) -0.0019%(7) —0.0057(7)
c39) 2 09663(2)  0.1451(1)  09404(1)  0.044(1)  0.038(1)  0038(1)  0.0017(8) -0.0049(9)  0.0026(8)
c@0) 2 09757(2)  0.1911(1)  09953(1)  0.039(1)  0.058(1)  00284(9) -0.0029(9) —0.0064(8)  0.0027(8)
c@1) 2 09694(2)  02663(1)  0.9790(1)  0.040(1)  0056(1)  0.0351) -0.0091(9) -0.0039(8) -0.0155(9)
c(42) 2 09532(2)  02962(1)  05082(1)  0035(1)  0.037(1)  0040(1) —0.00738) —-0.0024(8) —0.0065(8)
c@3) 2% 05107(2)  05769(1)  0.7424(1)  0.036(1)  0.034%9) 002909 -0.0095(8) 0.0023(7) —0.0010(7)
c@4d) 2 04466(2)  06181(1)  08041(1)  0035(1)  0.0288(8)  0.029409) -0.0076(7) -0.0027(7) —0.0021(7)
c@4sy 2 04967(2)  0.6108(1)  0.8725(1)  0.042(1)  0.038(1)  0.037(1) -0.0014(8) -00116(8) —0.0080(8)
c@és) 2 04381(2)  0.6465(1) 09305(1) 0063(2)  0.045(1)  0033(1) -0.0041) -0013(1) —0.0112(9)
cén 2% 03292(2)  0.6902(1)  09209(1) 0.05%2)  0053(1)  0043(1)  0003(1) -0.001(1)  —0.020(1)
c@8) 2 02798(2)  0.6996(1)  0.8528(1)  0.048(1)  0.0622)  0055(1)  0017()) -0.010(1) —0.01(1)
c@9) 2 0.3385(2)  0.6632(1) 07946(1)  0043(1)  00S0(1)  0034(1) 000399 -0.0087(8) —0.0067(9)
o(s1)  2i 09990(1)  0.82425(6) 0.61082(6) 0.0220(6) 0.02496) 00271(6)  0.0016(4) -0.0029(4) —0.0041(4)
0(52) 2 09880(1)  0.68143(7) 0.74991(7) 0.0301(7)  0.0403(7) 0035K(7) -0.0061(5) -0.0066(5)  0.0014(5)
o(s3) 2 09798(1)  0.80887(7) 0.82026(7) 0.0272(6) 0.0275(6) 00365(7)  0.0019(5) -0.0009(5) —0.0041(5)
o(54) 2 11773(1)  0.87934(7) 0.74284(7) 0.0380(7)  0.0260(6)  0.0327(6) —0.0005(5) -0.0009(5) —0.0012(5)
o(ss) 2 09587(1)  0.82076(8) 049274(7) 0.04058)  004658) 00251(6) 0.0104(6) -0.0014(5) —0.0030(5)
csly 2% 12183(2)  0.82294(9) 0.59311(9) 0.0261(8)  0.0259(8) 0.0217(7) -0.0006(5) -0.0003(6) —0.0028(6)
c(52) 2 121292)  090673(9) 0585%1)  0.0286(9) 0.0273(8)  0.0305(8) -0.00547)  0.0029(7) —-0.0024(7)
c(s3) 2 11213(2)  095244(9) 0.632759) 0.02498)  00233(8)  0.0329(9) —0.0061(6) 0.0010(7) —0.0046(6)
Cc(s4) 2 1.04922) 1011739) 0.5997(1)  0.0301(9)  0.0270(8) 0.0323(9) -0.0046(7) —-0.0019(7) —0.0020(7)
sy 2 0.9614(2)  10545(1)  0.6400(1)  0.0306(9) 0.0274(8)  0041(1) -0.0014(7) —0.0051(8) —0.0044(7)
cs6) 2 09432(2)  10368(1) 0.7143(1)  0.0283(9)  0.030409) 0.040(1) -0.0016(7) -0.0012(7) -0.0126(7)
o5y A 1.0145(2)  09786(1)  0.7503(1)  0.0262(9) 0.0306(8) 0.0327(9) —0.0071(7) -0.0013(7) -0.0096(7)
C(s8)  2i 09859(2)  09500(1)  0.8314(1) 0032009  0.0368(9) 002949 —0.0027(7) -0.0021(7) —-0.0116(7)
C(s9) 2 0.8664(2)  09226(1)  0.84356(9) 0.029009) 003369  00200(7)  0.0003(7) -0.0015(6) —0.0037(6)
c60) 2 0.7537(2)  09620(1)  0.86030(9) 0.034(1)  00317(9) 002748) 0.0045(7)  0.0002(7) -0.0047(7)
cel)y 2 0.6448(2)  09281(1)  0.8685(1) 003009  0040(1)  00277(8) 00063(7)  0.0024(7) -0.0026(7)
c(62) 2 0.6480(2)  0.8533(1)  0.8588(1)  0.028809)  0.040(1) 0029509 -0.0032(7)  0.0060(7) -0.0003(7)
C(63) 2 0.7587(2)  08116(1)  084172(9) 0.0327(9)  0.03259)  002458) -0.0012(7)  0.0040(7)  0.0024(7)
C64) 2 0.7616(2)  0.7305(1)  0.8294(1)  0.044(1)  0.0315¢9) 0037(1) -0.00438) 0.0120(8)  0.0039(7)
c6s) 2 0.7706(2)  0.717049) 0.7484(1)  0.0318(9)  0.0222(8)  0.040(1) -0.0050(7)  0.0051(8)  0.0012(7)
C66) 2 0.6648(2)  0.7310(1)  0.7085(1)  0.0253(9) 0.02649) 005%1) -0.0021(7) 0.0043(8)  0.0037(8)
67 2 0.6693(2)  0.7201(1)  0.6350(1)  0.029(1) 003149 0057(1) -0.0055(7) -0.0114(9)  0.006(8)
c68) 2 0.7804(2)  0.6972(1)  0.5994(1)  0.034(1)  0.02658) 0.041(1) —0.0079(7) -0.0082(8)  0.0006(7)
c69)  2i 0.8891(2)  0.68500(9) 0.6361(1)  0.027909)  0.0203(7)  0.0350(%) -0.0039(6) -0.0033(7) -0.0004(6)
o0y 2 1.0091(2)  0.66423(9) 0.5925(1) 003189)  002438)  0.0337(9) —0.003%7) —-0.0006(7) ~0.005%7)
oy 2 11201(2)  0.7073209) 0.59634(9) 0.0281(8)  0.02648)  0.0211(7) -0.0010(6) -0.0015(6) ~—0.0030(6)
o2) 2 12372(2)  0.66971(9) 0.58877(9) 0.0312(9) 00258(8)  0.02698)  0.0045(7) -0.0023(7) —0.0020(6)
oy 2 13427(2)  0.7064(1)  0.58368(9) 0.0266(9) 003349  0.0295(8) 0.00647) -0.0013(7) —0.0017(7)
c(14) 2 133342)  07826(1)  0.58580(9) 0.0233(8)  0.0355%)  0.02858) -0001%7) -0.0002(7) -0.0020(7)
c75) 2 1.11432)  0.78390(9) 0.59899%(9) 0.0217(8)  0.0249(8)  0.02287)  0.0019(6) -0.0010(6) —0.0027(6)
c16) 2 0.8813(2)  069291(9) 0.7112(1) 0.0247(8) 00231(8)  0.0351(9) -0.0033(6) -00027(7)  0.0009(6)
con 2 0.8675(2)  0.84699(9) 083465(8) 00266(8) 00318(8) 0.0196(7) 0.0041(7) -0.00096) -0.0001(6)
o8y 2 1.1059(2) 0938199 0.70886(9) 0.0266(8)  0.0233(8)  0.0327(%) —0.0061(6) -0.0013(7) —0.0042(6)
c(19) 2 0.9272(2)  083957(9) 055311(9) 0.0282(8) 00227(7) 0.02588) -0.0017(6) -0.00356)  0.0010(6)
Cceo) 2 0.8075(2)  0.88030(9) 057450(9) 0.0253(8) 0.0224(7) 002838) -0.0023(6) -0.0030(6)  0.0002(6)
o8l 2 0.7794(2)  090103(9) 0.64495(9) 00287(9) 002798)  0.0286(8) —0.0007(7) -0.0045(7) —0.0017(6)
c82) 2 0.6647(2)  09371(1)  0.66291)  0.0351)  0036(1)  00311(9) 0.0031(8)  00012(8) -—0.0044(7)
c(83) 2 05778(2)  09513(1)  0.6108(1)  0.0276(9)  0036(1)  0.043(1)  00034(7)  0.0003(8) —0.0015(8)
c4) 2 0.6047(2)  09297(1)  0.5402(1)  0.0321)  0036(1)  0.040(1)  0.00238) -0.0100(8) —0.0013(8)
Cc@e5) 2 0.7197(2)  0.8952(1)  0.5220(1)  0.034(1) 003229 003039  0.0013(7) -00057(7) —0.0029(7)
Cc86) 2 1.0355(2)  0.6047(1)  0.7652(1)  0.034(1)  0053(1)  0.051(1)  000699) —-0.000609)  0.014(1)
cs7) 2 0.9487(2)  0.5592(1)  08126(1)  002959) 003039) 003660) 0.0051(7) -0.00547) -0.0067(7)
cs8) 2 0.8695(2)  0.5190(1) 0.7797(2)  0.043(1)  0.035(1)  0083(2) —0.0021(9) —0.023(1) -0.004(1)
c(s9) 2 0.7912(3)  04759(2) 0.8157(2) 0.054(2)  0.0542)  0.1293) —0.012(1) —-0006(2)  0.024(2)
co0) 2 0.7844(3)  04734(2)  08890(3) 0.0632)  0046(2)  0.147(4)  0.0031)  00382)  0.0192)
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Table 3. Continued.

Atom Site x y z Un Un Uss Uiz Uis U
C(91) 2i 0.8606(4) 0.5130(2) 0.9296(2) 0.169(4) 0.058(2) 0.049(2) 0.065(2) 0.040(2) 0.014(1)
C(92) 2 0.9484(3) 0.5568(1) 0.8878(1) 0.099(2) 0.034(1) 0.034(1) 0.009(1) —0.002(1) —0.0026(8)
C(93) 2 1.3019(2) 0.8941(1) 0.7561(1) 0.030(1) 0.047(1) 0.037(1) 0.0086(8) -0.0025(8) —0.0019(8)
C(94) 2i 1.3049(2) 0.9391(1) 0.8207(1) 0.0227(8) 0.041(1) 0.0345(9) 0.000%7) -0.0044(7) 0.0031(8)
C(95) 2i 1.3024(2) 0.9055(1) 0.8920(1) 0.038(1) 0.034(1) 0.039(1) -0.0023(8) -0.0051(8) 0.0063(8)
C(96) 2 1.2983(2) 0.9474(1) 0.9515(1) 0.047(1) 0.044(1) 0.0316(9) -0.0057(9) -0.0063(8) 0.0079(8)
c9n 2i 1.2973(2) 1.0234(1) 0.9413(1) 0.050(1) 0.044(1) 0.039(1) -0.0083(9) -0.0114(9) -0.0003(9)
C(98) 2 1.3004(2) 1.0569(1) 0.8709(1) 0.055(1) 0.034(1) 0.046(1) -0.0090(9) -0.01(1) 0.0061(8)
C(99) A 1.3045(2) 1.0151(1) 0.8111(1) 0.038(1) 0.044(1) 0.035(1) -0.0072(8) -0.0070(8) 0.0104(8)
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