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Table 2. Atomic coordinates (_x 10) and equivalent isotropic displacement parameters (Ax 10°)

for bt179. U(eq) is defined as one third of the trace of the orthogonaiized Uitensor.  meso-5

x y 2 Uleg)
Ca(1) 10441(1) 4751) 882(1) 39(1)
o) 10832(2) 5609(2) 900(1) 76(1)
o) e 11273(2) 6929(3) 87(1) 81(1)
cq) o 8733(2) 7587(3) 1090(2) 50(1)
c) | 8814(2) 6992(3) 604(2) 59(1)
co) 9072(2) . 16773) 190(2) - 60(1)
C@) 91452) 871403 a15q1) - 49(1)
C(5) 8928(2) 8669(2) 976(1) 4
C(6) ' 8906(2) 9667(2) 13531) 41(1)
) - 9928(2) 10079(2) 13951) 34(1)
o) N | 10646(2) 9227(2) 1447(1) 34(1)
C(12) 11376(2) 9155(2) 1085(1) 43(1)
can 11945(2) 8321(2) 12562) 50(1)
C(10) ' 11557(2) 7862(3) 1721(1) 50(1)
cO) 10767(2) 8416(2) 1840(1) 41(1)
Ca13) 10198(2) 110982)  1732(1) 44(1)
C(14) ©10246(2) 10899(3) 2355(1) 56(1)
cas) 11149(2) 11432(3) 1566(2) 59(1)
C(16). 9601(2) 12055(3) 1587(2) 60(1)
can 8227(2) - 9545Q2)  1837(1) 42(1)
C(18) 7965(2) 10599(3) 2104(2) 61(1)
€(19) 7342(2) 9079(3) - 1626(1) - 56(1)
C(0) 8560(2) 8815(3) - 2312(1) 57(1)
cen 10404(5) . 4810(4) 12142) 142(3)
C(2) 11348(4) 5218(4) 458(2) 106(2)
C(23) 11812(3) 6055(5) 187(3) 1142)

C(24) 11638(3) ‘ "T748(5) -255(2) 112(2)
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Table 3. Bond lengths [A]'and angles [°] for bt179. meso-5

Ca(1)-0(2) 2.399(3) : C(17)-C(18) | 1.524(4)

Ca(1)-0(1) 24103) ' C(17)-C(19) 1.534(4)
Ca(1)-C(12) 2.575(3) C(17)-C(20) 1.557(5)
Ca(1)-C(2) | 2.595(3) C(22)-C(23) L 1.419(7)
Ca(1)-C(1) 2.606(3) ' '
Ca(1)-C(8) - 2.610(3)  O(2)-Ca(1)-0(1) 67.24(11)
Ca(1)-C(11) 2.647(3) 0(2)-Ca(1)-C(12) 96.14(11)
Ca(1)-C(9) 2.660(3) O(1)-Ca(1)-C(12) 131.14(10)
Ca(1)-C(3) 2.663(3) 0(2)-Ca(1)-C(2) 102.04(10)
Ca(1)-C(10) 2.681(3) O(1)-Ca(1)-C(2) 90.35(11)
Ca(1)-C(5) | 2.721(3) C(12)-Ca(1-C(2) 138.50(11)
Ca(1)-C(4) . 2.730(3) 0(2)-Ca(1)-C(1) 132.83(10)
0(1)-C(21) 1.412(6) ~0()-Ca))-C(1) 106.62(11)
0(1)-C(22) 1.413(5) C(12)-Ca(1)-C(1) 116.74(10)
0(2)-C(23) 1.380(6) C(2)-Ca(1)-C(1) 31.34(10)
0(2)-C(24) 1430(5) 0(2)-Ca(1)-C(8) 127.22(10)
C(1)-C(2) 1.405(5) . O(1)-Ca(1)-C(8) 141.03(9)
C(1)-C(5) 1.415(4) C(12)-Ca(1)-C(8) 31.48(9)
C(2)-C(3) C1.379(5) C(2)-Ca(1)-C(8) 116.32(10)
C(3)-C(4) 1.414(5) C(1)-Ca(1)-C(8) C88.099)
C(4)-C(5) 1.406(4) 0(2)-Ca(1)-C11) 87.25(10)
C(5)-C(6) 1.552(4) 0(1)-Ca(1)-C(11) 100.14(10)
C(6)-C(17) : O 1.562(4) C(12)-Ca(1)-C(11) 31.30(9)
CE)-C7) ' 1.615(4) . C)-Ca(1)-C(11) 168.13(10)
C(7)-C(8) " 1.518(4) C()-Ca()-C(11) 137.98(10)
- C(7)-C(13) 1.571(4) C(8)-Ca(1)-C(11) ~ 51.8109)
C(8)-C(12) 1.407(4) 0(2)-Ca(1)-C(9) - 137.67(10)
C(8)-C(9) 1.408(4) O(1)-Ca(1)-C(9) - - 111.63(9)
C(12)-C(11) | 1.4104) C(12)-Ca(1)-C(9) 50.94(10)
C(11)-C(10) 1.396(5) . C(2)-Ca(1)-C(9) 120.23(10)
C(10)-C(9) 1.399(4) C(1)-Ca(1)-C(9)  89.10(10)
C(13)-C(16) : 1.535(4) C(8)-Ca(1)-C(9) 30.98(9)
C(13)-C(15) , 1.536(4) C(11)-Ca(1)-C(9) 50.58(10)
C(13)-C(14) 15385 . O(2)-Ca(1)-C(3) 85.12(10)
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meso-5
O(1)-Ca(1)-C(3) 106.90(11) C(5)-Ca(1)-C(4) 29.89(9)
C(12)-Ca(1)-C(3) 117.44(11) C(21)-0(1)-C(22) 114.5(4)
CR)-Ca(1)-C3) 303712)  C@1)-0(1)-Ca(l) 126.03)
C(1)-Ca(1)-C(3) 50.63(11) - C(22)-0(1)-Ca(l) 117.003)
C(8)-Ca(1)-C(3) 110.13(10) C(23)-0(2)-C(24) 116.7(4)
C(11)-Ca(1)-C(3) 146.33(12) C(23)-0(2)-Ca(1) 112.7(3)
C(9)-Ca(1)-C(3) 1130.84(10) C(24)-0(2)-Ca(1) 117.603)
0(2)-Ca(1)-C(10) _  110.13(10) C(2)-C(1)-C(5). 109.0(3)
O(1)-Ca(1)-C(10) ) _ 90.59(10) C(2)-C(1)-Ca(1) . 73.88(17)
C(12)-Ca(1)-C(10) 50.82(10) .  C(5)-C)-Ca(l) 79.15(16)
CC@MCa(-CA0) - 14542(12) | C(3)-C2)-C(1) 108.1(3)
C(1)-Ca(1)-C(10) 116.78(11) C(3)-C(2)-Ca(l)- 77.54(19)
C(8)-Ca(1)-C(10) 51.14(9) C(1)-C(2)-Ca(1) 74.79(17)
C(11)-Ca(1)-C(10) 30.37(10) ’ C(2)-C(3)-C(4) 108.0(3)
C(9)-Ca(1)-C(10) . 30.37(9) C(2)-C(3)-Ca(1) 72.08(19)
C(3)-Ca(1}-C(10) 160.52(10)- C4)-C(3)-Ca(l) 77.47(18)
0(2)-Ca(1)-C(5) 130.95(10) C(5)-C4)-C(3) 108.8(3)
O(1)-Ca(1)-C(5) 137.17(10) - C(5)-C(4)-Ca(1) 74.69(17)
C(12)-Ca(1)-C(5) 89.0409) C(3)-C@)-Ca(l) 72.16(19) -
C(2)-Ca(1)-C(5) 51.08(10) C(4)-C(5)-C(1) 106.1(3)
C(1)-Ca(1)-C(5) 30.70(10) . C(4)-C(5)-C(6) 123.303)
C(8)-Ca(1)-C(5) 65.80(8) C(1)-C(5)-C(6) 130.7(3)
C(11)-Ca(1)-C(5) 117.13(9) C(4)-C(5)-Ca(1) 75.42(17)
C(9)-Ca(1)-C(5) 80.46(9) C(1)-C(5)-Ca(1) 70.15(16)
C(3)-Ca(1)-C(5) © 50.41(10) C(6)-C(5)-Ca(1) 1207017
C(10)-Ca(1)-C(5) 110.65(10) C(5)-C(6)-C(17) 112.4(2)
0(2)-Ca(1)-C(4) - 101.18(10) C(5)-C(6)-C(T) 105.9(2)
0O(1)-Ca(1)-C(4) 137.01(10) CQ7)-C(6)-C(7) » 126.8(2)
C(12)-Ca(1)-C(4) © 90.00(10) C(8)-C(7)-C(13) 110.3(2)
C(2)-Ca(1)-C(4) 50.15(12) C(8)-C(7)-C(6) 116.7(2)
C(1)-Ca(1)-C(4) 49.89(11) : C(13)-C(7)-C(6) 1223
C(8)-Ca(1)-C4) 79.90(9) : C(12)-C(8)-C(9) 106.3(3)
C(11)-Ca(1)-C(d) 121.20(10) C(12)-C(8)-C(7) 122703
C(9)-Ca(1)-C(4) 104.09(9) C(9)-C®)-C(7) 130.9(3)
C(3)-Ca(1)-C(4) 30.37(10) C(12)-C(8)-Ca(l) 72.89(16)
C(10)-Ca(l)}-C{4) 130.96(10) CO-CE)-Ca(l) 76.49(17)
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meso-5

- C(7)-C(8)-Ca(1)
C(8)-C(12)-C(11)
C(8)-C(12)-Ca(1)
C(11)-C(12)-Ca(1)
C(10)-C(11)-C(12)
C(10)-C(11)-Ca(1)
C(12)-C(11)-Ca(1)
C(11)-C(10)-C(9)
C(11)-C(10)-Ca(1)
C(9)-C(10)-Ca(1)
C(10)-C(9)-C(8)
C(10)-C(9)-Ca(1)
C(8)-C(9)-Ca(1)
C(16)-C(13)-C(15)

117.66(17)

109.33)
75.63(16)
77.17017)

107.13)

- 76.18(17)

71.53(16)
108.4(3)

73.45(18)

73.97(17)
108.9(3)

. 75.66(18)

72.54(17)
105.4(3)

C(16)-C(13)-C(14)

C(15)-C(13)-C(14)

C(16)-C(13)-C(7)
C(15)-C(13)-C(7)
C(14)-C(13)-C(7)
C(18)-C(17)-C(19)
C(18)-C(17)-C(20)
C(19)-C(17)-C(20)

C(18)-C(17)-C(6)

C(19)-C(17)-C(6)
C(20)-C(17)-C(6)
0(1)-C(22)-C(23)
0(2)-C(23)-C(22)
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112.4(3)
105.1(3)
111.4(2)
108.7(2)
113.303)
104.5Q2)
105.9(3)
107.5(3)
113.803)
110.2Q2)
1142Q2)
111.4(4)
112.5(4)
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Table 4. Anisotropic displacement parameters (A 10) for bt179. The anisotropic
displacement factor exponent takes the form: -2 h? a*U" + ... + 2 hk a* b* Ur ] meso-5

Uu : Un ’ U:s Uz: Ux: UI2

Ca(l) 33(1) 40(1) 44(1) 51) 4(1) 1(1)
o) 101(2) 46(2) 8200  -11(1) -14(2) 10(1)
0Q) 5620 123(2) 63(2) -1(2) 15(1) 27(2)
c1) 33(2) 56(2) 61(2) -17(2) 11(1) -12)
c@) 38(2) 62(2) 78(3) -34(2) 1(2) 3Q2)
Cc®3) 45(2) 81(3) 54(2) -33(2) -11(2) 102)
C@) 36(2) 66(2) 45(2) -7(2) 5(1) 52)
C(5) 25(1) 46(2) 53(2) -10(2) -1(1) - -2(1)
C(©) 33(2) 422) - 462) -6 1(1) (1)
C(7) 31(1) 33(2) 39(2) 0(1) -3(1) 0(1)
C(@®) 29(1) 3202) 42(2) a1 2 -5(1)
ca2) 32(2) 40(2) 58(2) 7Q) 5(1) -3(1)
c(1) WY 47(2) 76(3) -5(2) -2(2) 0(1)
C(10) 46(2) 40(2) 63(2) 42) -182) 4
- C9) 41(2) 38(2) 42(2) (1) -6(1) -3(1)
C(13) 39(2) 38(2) 54(2) -6(2) -1(1) 4(1)
C(14) 54(2) 54(2) 59(2) -16(2) 4(2) - -6(2)
C(15) 50(2) - 49(2) 76(3) -11(2) 12) “17(2)
C(16) 66(2) 332) 82(3) -8(2) 2(2) 2(2)
ca17) 34(2) 43(2) 48(2) - -8(2) 8(1) 1Q)
C(18) 44(2) 64(2) 74(3) 232) 132 32
C(19) 32(2) 72(2) 62(2) -18(2) 7(2) 32)
© C(20) 55(2) 66(2) . 51(2) 32) 102). 4@
CQl)  278(9) 613 854) 213) -5(5) -6(4)
C22)  1214) 95(4) 102(4) -36(3) 213) 62(4)
C@23) 62(3) 117(5) 163(6) 66(4) 23(3) 15(3)

C(24) 76(3) 197(6) 64(3) 8(3) 25(2) _ -29(3)
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Tablge; OH?/drogen coordinates ( x 10*) and isotropic displacement parameters (A% 107)
for bt179.

X y z Uleq)
H(1) 8575 7310 1436 60
HQ2) N 8711 6255 567 71
HE) 9180 7488 178 7
H@&) 9311 9332 21 59
H(6) 8530(20) 10270(20) 1131(14) 74(11)
H() 10003(19)  10350(20) 977(10) 41(8)
H(12) | 11470 9594 T 52
H(11) 12484 8113 1088 60
H(10) 11787 7281 1920 60
HE) 10380 8269 2135 49
H(14A) 10628 10289 2426 84
H(14B) 9650 10757 2495 84
H(14C) 10490 11524 2535 . 84
H(15A) 11176 11524 1171 : 88
H(15B) 11569 10882 1677 88
H(15C) 11302 © 12099 1745 88
H(16A) 9768 12663 1812 90
H(16B) 8980 11873 1656 90
H(16C) 9677 12233 1202 90
H(18A) 7697 11064 1831 91
H(18B) - 8493 10939 2256 91
H(18C) 7537 10466 2396 . 91
H(19A) 6904 9084 1920 83
H(19B) 7438 8352 1503 83
H(19C) 7124 9508 1322 83
H(20A) 9099 9117 2471. , 86
H(20B) 8689 8109 2169 86
H(200) 8100 8765 2592 86
H(21A) 10068 4344 972 212

H(21B) . 10000 5141 1475 212
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meso-5
HQIC) 10850 - 4397 1410 212
H(22A) 10955 - 4856 195 127
H(22B) 11781 4694 sos 127
H(3A) 123 6277 413 137
'H(23B) 12048 5789 o -163 . 137
H(4A) 12144 8076 I 169
 H(4B) 11184 8284 326 169

H(24C) 11833 7439 -600 169
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4

Table 6. Torsion angles [°] forbt179. meso-5

0(2)-Ca(1)-0(1)-C(21) -158.9(4) C(12)-Ca(1)-0(2)-C(24) ' -33.93)
C(12)-Ca(1)-0(1)-C(21) 123.3(4) C(2)-Ca(1)-0(2)-C(24) 108.6(3)
C(2)-Ca(1)-0(1)-C(21) -56.0(4) ~ C(1)-Ca(1)-0(2)-C(24) 101.9(3)
C(1)-Ca(1)-0(1)-C21) -28.8(4) C(8)-Ca(1)-0(2)-C(24) -28.4(3)
C(8)-Ca(1)-0(1)-C(21) 79.5(4) C(11)-Ca(1)-0(2)-C(24) : -64.0(3)
C(11)-Ca(1)-O(1)-C(21) 118.4(4) C(9)-Ca(1)-0(2)-C(24) . -68.5(3)
C(9)-Ca(1)-0(1)-C(21) 67.0(4) " C(3)-Ca(1)-0(2)-C(24) 83.2(3)
C(3)-Ca(1)-0(1)-C(21) -81.9(4) C(10)-Ca(1)-0(2)-C(24) -84.3(3)
C(10)-Ca(1)-0(1)-C(21) 89.4(4) C(5)-Ca(1)-0(2)-C(24) C603(3)
C(5)-Ca(1)-0(1)-C(21) -32.6(4) C(4)-Ca(1)-0(2)-C(24) 57.33)
C(4)-Ca(1)-0(1)-C21) 77.1(4) 0(2)-Ca(1)-C(1)-C(2) 12.7(3)
0(2)-Ca(1)-O(1)-C(22) . 2.03) 0(1)-Ca(1)-C(1)-C(2) -61.4(2)
C(12)-Ca(1)-0(1)-C(22) -75.8(3) C(12)-Ca(1)-C(1)-C(2) 141.7(2)
C(2)-Ca(1)-0(1)-C(22) 104.9(3) C(8)-Ca(1)-C(1)-C(2) 155.2(2)
C(1)-Ca(1)-0(1)-C(22) 132.1(3) C(11)-Ca(1)-C(1)-C(2) 171.3(2)
C(8)-Ca(1)-0(1)-C(22) -119.73) C(9)-Ca(1)-C(1)-C(2) -173.8(2)
C(11)-Ca(1)-0(1}-C22) -80.7(3) C(3)-Ca(1)-C(1)-C(2) 37.02)
C(9)-Ca(1)-0(1)-C(22) -1322(3) C(10)-Ca(1)-C(1)-C(2) -160.8(2)
C(3)-Ca(1)-0(1)-C(22) 79.0(3) C(5)-Ca(1)-C(1)-CQ) 113.6(3)
C(10)-Ca(1)-0(1)-C(22) -109.7(3) C(4)-Ca(1)-C(1)-C(2) ’ 76.9(2)
C(5)-Ca(1)-01}C22) 128.3(3) 0(2)-Ca(1)-C(1)-C(5) : -100.9(2)
C(4)-Ca(1)-0(1)-C(22) 83.8(3) O(1)-Ca(1)-C(1)-C(5) . -175.02(18)
0(1)-Ca(1)-0(2)}-C(23) ' -26.0(3) C(12)-Ca(1)-C(1)-C(5) 282(2)
C(12)-Ca(1)-0(2)-C(23) 106.23) C(2)-Ca(1)-C(1)-C(5) -113.6(3)
C(2)-Ca(1)-0(2)-C(23) -1113(3) C(8)-Ca(1)-C(1)-C(5) 41.67(19)
C(1)-Ca(1)-0(2)-C(23) -118.03) C(11)-Ca(1)-C(1)-C(5) 57.7(3)
C(8)-Ca(1)-0(2)-C(23) ' 111.73) C(9)-Ca(1)-C(1)-C(5) - 72.64(19)
C(11)-Ca(1-0(2)-C(23) 76.2(3) C(3)-Ca())-C(1)-CG) -76.5(2)
C(9)-Ca(1)-0(2)-C(23) 71.6(3) C(10)-Ca(1)-C(1)-C(5) | 85.6(2)
C(3)-Ca(1)-0(2)-C(23) -136.7(3) C(4)-Ca(1)-C(1)-C(5) -36.72(18)
C(10)-Ca(1)-0(2)-C(23) 55.8(3) C(5)-C(1)-C(2)-C3) 1.1(4)
C(5)-Ca(1)-02)-C23) -159.6(3) Ca(1)-C(1)-C(2)-C(3) 71.1(2)
C(4)-Ca(1)-0(2)-C(23) -162.6(3) C(5)-C(1)-C(2)-Ca(1) 72.12)
0(1)-Ca(1)-0(2)-C(24) -166.2(3) 0(2)-Ca(1)-C(2)-C(3) | -57.6(2)
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‘meso-5
O(1)-Ca(1)-C(2)-C(3)
C(12)-Ca(1)-C(2)-C(3)
C(1)-Ca(1)-C(2)-C(3)
C(8)-Ca(1)-C(2)-C(3)
C(11)-Ca(1)-C(2)-C(3)
C(9)-Ca(1)-C(2)-C(3)
C(10)-Ca(1)-C(2)-C(3)
C(5)-Ca(1)-C(2)-C(3)
C(4)-Ca(1)-C(2)-C(3)
0(2)-Ca(1)-C(2)-C(1)
O(1)-Ca(1)-C(2)-C(1)
C(12)-Ca(1)-C(2)-C(1)
C(8)-Ca(1)-C(2)-C(1)
C(11)-Ca(1)-C(2)-C(1)
C(9)-Ca(1)-C(2)-C(1)
C(3)-Ca(l )-C(2)-C( 1
C(10)-Ca(1)-C(2)-C(1)
C(5)-Ca(1)-C(2)-C(1)

C(4)-Ca(1)-C(2)-C(1)

C(1)-C(2)-C(3)-C(4)
Ca(1)-C(2)-C(3)-C(d)
C(1)-C(2)-C(3)-Ca(l)
0(2)-Ca(1)-C(3)-C2)
O(1)-Ca(1)-C(3)-C(2)
C(12)-Ca(1)-C(3)-C(2)
C(1)-Ca(1)-C3)-C(2)
C(8)-Ca(1)-C(3)-C(2)
C(11)-Ca(1)-C(3)-C(2)
C(9)-Ca(1)-C(3)-C2)
C(10)-Ca(1)-C(3)-C(2)
C(5)-Ca(1)-C(3)-C(2)
C(4)-Ca(1)-C(3)-C(2)
0(2)-Ca(1)-C3)-C(4)
O(1)-Ca(1)-C(3)-C(@)
C(12)-Ca(1)-C(3)-C(4)
C(2)-Ca(1)-C(3)-C(@)

-124.4(2)
56.4(3)

113.003)

85.1(2)
83.3(6)
120.2(2)

| 144.1Q2)

76.02)
37.02(19)
-170.5(2)

122.7(2)
-56.6(3)
-27.8(3)
-29.6(7)

7.2(3)
113.003)
31.1(3)
-37.0(2)
715.9(2)
-0.6(4)
-69.8(2)
69.2(2)

124.02)

59.6(2)
-141.6(2)

-38.3(2)
-108.0(2)

- -158.4(2)
-80.92) -
-93'4(4),

-78.4(2)
-113.93)
-122.02)
173.5(2)
27.7(2)
113.9(3)

C(1)-Ca(1)-C(3)-C4)
C(8)-Ca(1)-C(3)-C(4)
C(11)-Ca(1)-C(3)-C(4)
C(9)-Ca(1)-C(3)-C(4)
C(10)-Ca(1)-C(3)-C(4)
C(5)-Ca(1)-C(3)-C()
C2)-CR)-C@)-C(5)
Ca(1)-C(3)-C(4)-C(5)
C(2)-C(3)-C(4)-Ca(1)
0O(2)-Ca(1 )-C(4)-C(5)
O(1)-Ca(1)-C(4)-C(5)
C(12)-Ca(1)-C(4)-C(5)
C(2)-Ca(1)-C(4)-C(5)
C(1)-Ca(l )-C(45-C(5)
-C(8)-Ca(1)-C(4)-C(5)
C(11)-Ca(1)-C(4)-C(5)
C(9)-Ca(1)-C(4)-C(5)
C(3)-Ca(1)-C(4)-C(5)
C(10)-Ca(1)-C(4)-C(5)
0(2)-Ca(1)-C(4)-C(3)
0(1)-Ca(1)-C(4)-C(3)
C(12)-Ca(1)-C(4)-C(3)
~ C(2)-Ca(1)-C(4)-C(3)
C(1)-Ca(1)-C(4)-C(3)
C(8)-Ca(1)-C4)»-C(3)
C(11)-Ca(1)-C(4)-C(3)
C(9)-Ca(1)-C(4)-C(3)
C(10)-Ca(1)-C(4)-C(3)
C(5)-Ca(1)-C(4)-C(3)
C(3)-C(4)-C(5)-C(1)
Ca(1)-C(4)-C(5)-C(1)
C(3)-C(4)-C(5)-C(6)
Ca(1)-C(4)-C(5)-C(6)
C(3)-C(4)-C(5)-Ca(l)
C2)-C(1)-C(5)-C(4)
Ca(1)-C(1)-C(5)-C4)
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75.6(2)
5.9Q2)
-44.5(3)

- 33.03)
20.5(5)
35.52(19)
0.1(4)
-66.3(2)
66.2(2)
175.48(19)
107.0(2)
-88.26(19)
79.02)
37.77(17)
-58.29(18)
-90.9(2)
-38.8(2)
116.1(3)

-55.0(2) :

59.4(2)
9.1(3)
155.7Q2)
-37.02)
-78.3(2)
-174.4(2)
153.0(2)
-154.8(2)
-171.1(2)
-116.1(3)
0.7(3)

T -63.9(2)

-178.0(3)
117.4(2)

64.6(2)

-1.1(3)
67.522)
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meso-5
C(2)-C(1>-C(5)-C(6) 177.53) - Ca(1)-C(5)-C(6)-C(17) -116.6(2)
Ca(1)-C(1)-C(5)-C(6) -113.93) - C(4)-C(5)-C(6)-C(T -66.5(3)
C(2)-C(1)-C(5)-Ca1) -68.6(2) C(1)-C(5)-C(6)-C(7) | 115.13)
0(2)-Ca(1)-C(5)-C4) -5.9(2) Ca(1)-C(5)-C(6)-C(7) 25.7(3)
O(1)-Ca(1)-C(5)-C(4) - -106.4(2) C(5)-C(6)-CN-C®) -40.4(3)
C(12)-Ca(1)-C(5)-C(4) 91.51(19) - C(17)-C(6)-C(7)-C(8) 94.7(3)
C(2)-Ca(1)-C(5)-C(4) - 75.6(2) C(5)-C(6)-C(7)-C(13) . 178.7(3)
C1)-Ca(1)-C(5}C@) -1134(3) cance-cm-cazy o 4639
C(8)-Ca(1)-C(5)-C(4) | 113.3(2) - C(13)-C(7)-C(8)-C(12) -89.6(3)
C(11)-Ca(1)-C(5)-C(4) 106.0(2) C(6)-C(7)-C(8)-C(12) - 125.003)
C9)-Ca(1)-C(5)-Cd) 142.0(2) C(13)-C(7)-C(8)-C(9) 87.7(4)
C(3)-Ca(1)-C(5)-C(4) 3612 C(6)-C(7)-C(8)-C(9) . -57.7(4)
C(10)-Ca(1)-C(5)-C(4) 138.60(19) C(13)-C(7)-C(8)-Ca(1) -176.24(18)
0(2)-Ca(1)-C(5)-C(1) 107.6(2) - C(6)-C(7)-C(8)-Ca(l) 38.3(3)
O(1)-Ca(1)-C(5)-C(1) 7.003) 0(2)-Ca(1)-C(8)-C(12) | -10502)
C(12)-Ca(1)-C(5)-C(1) -155.1Q2) O(1)-Ca(1)-C(8)-C(12) | 89.1(2)
C(2)-Ca(1)-C(5)-C(1) 37.8(2) © C(2)-Ca(1)-C(8)-C(12) -142.40(19)
C(8)-Ca(1)-C(5)-C(1) -133.2(2) C(1)-Ca(1)-C(8)-C(12) -156..47(19)
C(11)-Ca(1)-C(5)-C(1) " -140.5(2) C(11)-Ca(1)-C(8)-C(12) | 37v-13(18)
C(9)-Ca(1)-C(5)—C(lj -104.6(2) C(9)-Ca(1)-C(8)-C(12) 112.1(2)
C(3)-Ca(1)-C(5)-C(1) | 77.3(2) C(3)-Ca(1)-C(8)-C(12) -109.95(19)
C(10)-Ca(1)-C(5)-C(}) -108.0(2) C(10)-Ca(1)-C(8)-C(12) 76.24(19)
C(4)-Ca(1)-C(5)—C(1) 113.4(3) - C(5)-Ca(1)-C(8)-C(12) -134.6(2)
0(2)-Ca(1)-C(5)-C(6) -126.2(2) C(4)-Ca(1)-C(8)-C(12) -106.92(19)
O(1)-Ca(1)-C(5)-C(6) S ©133.3(2) ~ O@2-Ca(1)-C(8-C(9) -122.58(17)
C(12)-Ca(1)-C(5)-C(6) :28.8(2) 0(1)-Ca(1)-C(8)-C©9) - 23.002)
C(2)-Ca(1)-C(5)-C(6) 164.0(3) C(12)-Ca(1)-C(8)-C(9) -112.12)
C(1)-Ca(1)-C(5)-C(6) 1 126.3(3) C(2)-Ca(1)-C®8)-C® 105.50(19)
C(8)-Ca(1)-C(5)-C(6) - -7.0(2) C(1)-Ca(1)-C(8)-C(9) - 91.44(18)
C(11)-Ca(1)-C(5)-C(6) .1430) C(11)-Ca(1)-C(8)-CO) 74.96(18)
C(9)-Ca(1)-C(5)-C(6) 21.7(2) C(3)-Ca(1)-C(8)-C(9) _ 137.95(18)
C(3)-Ca(1)-C(5)-C(6) -156.403) C(10)-Ca(1)-C(8)-C(9) | -35.85(17)
C(10)-Ca(1)-C(5)-C(6) ‘ 18.3(3) C(5)-Ca(1)-C(8)-C(9) 113.29(18)
C(4)-Ca(1)-C(5)-C(6) [12033) C(4)-Ca(1)-C(8)-C(9) 140.99(18)
C(4)-C(5)-C(6)-C(17) 151.2(3) _ 0O(2)-Ca(1)-C(8)-C(7) 108.0(2)
C(1)-C(5)-C(6)-C(17) -27.2(4) O(1)-Ca(1)-C(8)-C(7) -1524(2)
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" meso-5

| C(12)-Ca(1)-C(8)-C(7)
C(2)-Ca(1)-C(8)-C(7)
C(1)-Ca(1)-C(8)-C(7)
C(11)-Ca(1)-C(8)-C(7)
C(9)-Ca(1)-C®)-C(T)
C(3)-Ca(1)-C(8)-C(7)
C(10)-Ca(1)-C(8)-C(7)
C(5)-Ca(1)-C(8)-C(7)
C(4)-Ca(1)-C(8)-C(7)
C(9)-C(8)-C(12)-C(11)
C(7)-C(8)-C(12)-C(11)
Ca(1)-C(8)-C(12)-C(11)
C(9)-C(8)-C(12)-Ca(1)
C(7)-C(8)-C(12)-Ca(1)
0(2)-Ca(1)-C(12)-C(8)
O(1)-Ca(1)-C(12)-C(8)
C(2)-Ca(1)-C(12)-C(8)
C(1)-Ca(1)-C(12)-C(8)
C(11)-Ca(1)-C(12)-C(8)
C(9)-Ca(1)-C(12)-C(8)
C(3)-Ca(1)-C(12)-C(8)
C(10)-Ca(1)-C(12)-C(8)
C(5)-Ca(1)-C(12)-C(8)
C(4)-Ca(1)-C(12)-C(8)
0(2)-Ca(1)-C(12)-C(11)
O(1)-Ca(1)-C(12)-C(11)
C(2)-Ca(1)-C(12)-C(11)
C(1)-Ca(1)-C(12)-C(11)
C(8)-Ca(1)-C(12)-C(11)
C(9)-Ca(1)-C(12)-C(11)
C(3)-Ca(1)-C(12)-C(11)
C(10)-Ca(1)-C(12)-C(11)
C(5)-Ca(1)-C(12)-C(11)
C(4)-Ca(1)-C(12)-C(11)
C(8)-C(12)-C(11)-C(10)
Ca(1)-C(12)-C(11)-C(10)

- 118.5(3)
-239(2)
-38.02)
155.6(3)
-129.4(3)

8.5(2)

-165.3(3)
-16.13(19)
11.6(2)
-0.8(3)
177.1(3)
-70.6(2)
69.8(2)
-112.3(2)
171.61(17)

-123.39(18)
55.6(3)

26502)
-114.003)
-37.89(16)
83.9(2)
-77.36(19)
40.49(18)
70.37(18).
-74.3(2)
-9.4(3)
169.7(2)
140.6(2)
114.03)
76.1(2)
-162.02)
36.68(19)
154.5(2)
-175.6(2)

1.1(4)
68.5(2)

C(8)-C(12)-C(11)-Ca(1)
0(2)-Ca(1)-C(11)-C(10)
O(1)-Ca(1)-C(11)-C(10)

. C(12)-Ca(1)-C(11)-C(10)
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C(2)-Ca(1)-C(11)-C(10)
C(1)-Ca(1)-C(11)-C(10)
C(8)-Ca(1)-C(11)-C(10)
C(9)-Ca(1)-C(11)-C(10)
C(3)-Ca(1)-C(11)-C(10)
C(5)-Ca(1)-C(11)-C(10)
C(4)-Ca(1)-C(11)-C(10)
0(2)-Ca(1)-C(11)-C(12)
O(1)-Ca(1)-C(11)-C(12)

| C(2)-Ca(1)-C(11)-C(12)

C(1)-Ca(1)-C(11)-C(12)
C(8)-Ca(1)-C(11)-C(12)

. C(9)-Ca(1)-C(11)-C(12)

C(3)-Ca(1)-C(11)-C(12) .

- C(10)-Ca(1)-C(11)-C(12)

C(5)-Ca(1)-C(11)-C(12)
C(4)-Ca(1)-C(11)-C(12)
C(12)-C(11)-C(10)-C(9)
Ca(1)-C(11)-C(10)-C(9)
C(12)-C(11)-C(10)-Ca(1)

' 0(2)-Ca(1)-C(10)-C(11)

Q( 1)-Ca(1)-C(10)-C(11)
C(12)-Ca(1)-C( 10)-C(11)

C(2)-Ca(1)-C(10)-C(11) - '

C(1)-Ca(1)-C(10)-C(11)
C(8)-Ca(1)-C(10)-C(11)

‘C(9)-Ca(1)-C(10)-C(11)

C(3)-Ca(1)-C(10)-C(11)
C(5)-Ca(1)-C(10)-C(11)
C(4)-Ca(1)-C(10)-C(11)
0(2)-Ca(1)-C(10)-C(9)

O(1)-Ca(1)-C(10)-C(9)

" ©2001 American Chemical Society, Organometallics, Sinnema om010614s Supporting Info Page 51

69.6(2)
-139.76(19)
-73.5(2)
113.73)
78.4(6)

: '5_5.8(3)

76.3(2)
36.27(17)
143.3(2)
84.8(2)
118.83(19)
106.6(2)
172.86(19) -
-35.3(7)
-57.9(3)

- -37.35(18)

-77.42)
29.6(3)
-113.7(3)
-28.9(2)
5.2(2)
-0.9(4)
-66.3(2)
65.4(2)
43.4(2)
109.31(19)
-37.86(18)
-159.2(2)
-141.68(18)
-78.7(2)
-115.3(3)
-96.4(4)
-108.72(19)
-82.8(2)
158.74(18)
-13536(19)




b 4 0,48 -
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meso-5 -
C(12)-Ca(1)-C(10)-C(9) 77.46(19) 0(1)-Ca(1)-C(9)-C(8) 164.67(16)
C(2)-Ca(1)-C(10)-C(9) - 43.9(3) C(12)-Ca(1)-C(9)-C(8) 38.54(16)
C(1)-Ca(1)-C(10)-C(9) | -264(2) C(2)-Ca(1)-C(9)-C(8) -91.51(19)
C(8)-Ca(1)-C(10)-C(9) 36.60(17) C(1)-Ca(1)-C(9)-C(8) | -87.78(17)
C(11)-Ca(1)-C(10)-C(9) 115.3(3)  C1)-Ca(1)-C9)-C®) - 79.30(18)
C(3)-Ca(1)-C(10)-C(9) C189(5) C(3)-Ca(1)-C(9)-C(8) -56.2(2)
C(5)-Ca(1)-C(10)-CO) 6.6(2) C(10)-Ca(1)-C(9)-C(8) 115.6(3)
C(4)-Ca(1)-C(10)-C(9) ‘ 32.5(2) C(5)-Ca(1)-C9)-C®) -58.16(16)
C1)-C(10)-C(9)-C(8) 0.5(3) C(4)-Ca(1)-C(9)-C8) 39.71318)
Ca(1)-C(10)-C(9)-C®) 655() C(8)-C(7)-C(13)-C(16) 167.3(3)
C(1)-C(10)-CO)}-Ca(l) 65.9(2) C(6)-C(7)-C(13)-C(16) | 49.6(4)
C(12)-C(8)-C(9)-C(10) 0.23) C(8)-C(7)-C(13)-C(15) 51.6(3)
C(7)-C(8)-C(9)-C(10) -177.403) C(6)-C(7)-C(13)-C(15) -165.2(3)
Ca(1)-C(8)-C(9)-C(10) 67.5(2) C(8)-C(7)-C(13)-C(14)  .64.803)
C(12)-C(8)-C(9)-Ca(1) - 6730 C(6)-C(7)-C(13)-C(14) | 78.3(3)
C(7)-C(8)-C(9)-Ca(1) ' 115.13)  C(5)-C(6)-C(17)-C(18) -161.7(3)
0(2)-Ca(1)-C(9)-C(10) -30.4(3) C(7)-C6)-CAT-C(8) 65.6(4)
O(1)-Ca(1)-C(9)-C(10) 49.12) CO-CE-CAT-CA9 44.6(3)
C(12)-Ca(1)-C(9)-C(10) 77.002) C(7)-C(6)-C(17)-C(19) -177.33)
C(2)-Ca(1)-C(9)-C(10) 152.9(2) C(5)-C(6)-C(17)-C(20) 76.6(3)
C(1)-Ca(1)-C(9)-C(10) 156.7(2) C(7)-C(6)-C(17)-C(20) | -56.2(4)
C(8)-Ca(1)-C(9)-C(10) O L115603) C1)-0(1)-C(22)-C(23) -175.6(5)
C(11)-Ca(1)-C(9)-C(10) . 362718)  Ca(1-0(1)-C(22)-C(23) - 21.4(6)

- C(3)-Ca(1)-C(9)-C(10). 17182) C(24}0Q)-C(23)}C(22) -171.0(4)
C(5)-Ca(1)-C(9)-C(10) ' 173.7Q2) | Ca(1)-0(2)-C(23)-C(22) 48.5(5)
C(4)-Ca(1)-C(9)-C(10) -155.28(19) 0(1)-C2-C23)}-0Q) -45.9(6)
0(2)-Ca(1)-C(9)-C(8) 85.2(2) |
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