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Figure 1. ORTEP of exo-[TpMo(CO)(NO)(j1 3 -C3H5)][(3,5-(CF 3), CHH)B], 9a.
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Villanueva... Liebeskind

Table S-I. Bond lengths (A)
9a.

Mo-N(1) 1.8

Mo-C(4) 2.0

Mo-N(2) 2.1

Mo-N(6) 2.1

Mo-N(4) 2.1

Mo-C(3) 2.3

Mo-C(2) 2.3

Mo-C(1) 2.4

0(1)-N(1) 1.1

0(2)-C(4) 1.1

N(2)-C(1N) 1.3

N(2)-N(3) 1.3

N(3)-C(3N) 1.3

N(3)-B(1) 1.5

N(4)-C(4N) 1.3

N(4)-N(5) 1.3

N(s)-C(6N) 1.3

N(5)-B(1) 1.5
N(6)-N(7) 1.3

N(6)-C(7N) 1.3

N(7)-C(9N) 1.3

N(7)-B(1) 1.5

C(1N)-C(2N) 1.3
C(2N)-C(3N) 1.3

C(4N)-C(5N) 1.3

c(sN)-c(6N) 1.3

c(7N)-c(8N) 1.3

C(8N)-C(9N) 1.3

C(1)-C(2) 1.3

C(2)-C(3) 1.4

B(2)-C(12) 1.6

B(2)-C(1 1) 1.6

B(2)-C(14) 1.6

B(2)-C(1 3) 1.6

c(11l)-c(21) 1.3

Supplementary Material

and angles (deg) for [TpMo(CO)(NO)(Tn3-C3H5)][(3,5-(CF) 2C6 H3)4B]

33(9)

11(10)

75(9)

98(7)

96(6)

4(2)

5(2)

7(2)

43(11)

61(11)

14(14)

76(9)

49(13)

07(14)

47(9)

55(8)

36(9)

51(10)

52(10)

76(13)

58(12)

40(14)

9(2)

4(2)

66(13)

82(11)

4(2)

4(2)

2(2)

3(2)

29(12)

71(13)

51(9)

55(10)

57(13)

C(11)-c(61)

C(21)-C(31)

C(31)-C(41)

C(31)-C(71)

C(41)-C(51)

C(51)-C(61)

C(51)-C(81)

C(71)-F(2)

C(71)-F(1)

C(71)-F(3)

C(81)-F(4)

C(81)-F(6)

C(81)-F(5)

C(1 2)-C(22)

C(12)-C(62)

C(22)-C(32)

C(32)-C(42)

C(32)-C(72A)

C(42)-C(52)

C(52)-C(62)

C(52)-C(82)

C(72)-F(7)

C(72)-F(7A)

C(72)-C(72A)

C(72)-F(9) --

C(72)-F(7AA)

C(72A)-F(9)

C(72A)-F(7A)

C(72A)-F(9A)

C(72A)-F(8)

C(72A)-F(7)

C(72A)-F(7AA)

C(82)-F(10)

1.419(9)

1.39(2)

1.411(10)

1.46(2)

1.331(14)

1.419(14)

1.506(11)

1.297(10)

1.32(2)

1.381(12)

1.210(11)

1.308(14)

1.35(2)

1.396(10)

1.385(11)

1.40(2)

1.37(2)

1.40(2)

1.379(11)

1.394(12Y

1.469(14)

0.57(3)

1.04(3)

1.14(4)

1.42(3)

1.76(4)

0.94(2)

1.09(2)

1.43(3)

1.55(3)

1.62(3)

1.71(3)

1.321(10)
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Villa

Table S-I.
9a (cont.).

C(82)-F(1 2)

C(82)-F(1 1)

c(1 3)-C(23)

C(1 3)-C(63)

C(23)-C(33)

C(33)-C(43)

C(33)-C(73)

C(43)-C(53)

C(53)-C(63)

C(53)-C(83)

C(73)-F(14)

C(73)-F(1 5)

C(73)-F(1 3)

C(83)-F(18)

C(83)-F(1 7)

C(83)-F(1 6)

C(1 4)-C(64)

C(14)-C(24)

C(24)-C(34)

C(34)-C(44)

C(34)-C(74)

C(44)-C(54)

C(54)-C(64)

C(54)-C(84)

C(74)-F(20)

C(74)-F(1 9)

C(74)-F(21)

C(84)-F(24)

C(84)-F(22)

C(84)-F(23)

N(1)-Mo-C(4)

N(1)-Mo-N(2)

C(4)-Mo-N(2)

N(1)-Mo-N(6)

C(4)-Mo-N(6)

N(2)-Mo-N(6)

nueva .. Liebeskind Supplementary Material

Bond lengths (A) and angles (deg) for [TpMo(CO)(NO)(T 3 -C3H5)][(3,5-(CF) 2CH3)4B]

1.344(12)

1.354(10)

1.398(9)

1.389(10)

1.398(10)

1.386(10)

1.495(11)

1.371(11)

1.407(10)

1.503(11)

1.30(2)

1.299(9)

1.344(13)

1.256(13)

1.287(11)

1.34(2)

1.399(10)

1.415(10)

1.384(10)

1.369(11)

1.515(13)

1.378(10)

1.382(9)

1.516(12)

1.321(13)

1.330(12)

1.339(11)

1.270(10)

1.297(11)

1.348(11)

89.8(4)

90.8(4)

80.3(4)

173.6(4)

87.8(4)

83.0(3)

N(1)-Mo-N(4)

C(4)-Mo-N(4)

N(2)-Mo-N(4)

N(6)-Mo-N(4)

N(1)-Mo-C(3)

C(4)-Mo-C(3)

N(2)-Mo-C(3)

N(6)-Mo-C(3)

N(4)-Mo-C(3)

N(1)-Mo-C(2)

C(4)-Mo-C(2)

N(2)-Mo-C(2)

N(6)-Mo-C(2)

N(4)-Mo-C(2)

C(3)-Mo-C(2)

N(1)-Mo-C(1)

C(4)-Mo-C(1)

N(2)-Mo-C(1)

N(6)-Mo-C(1)

N(4)-Mo-C(1)

C(3)-Mo-C(1)

C(2)-Mo-C(1)

0(1)-N(1)-Mo

0(2)-C(4)-Mo

C(1 N)-N(2)-N(3)

C(1N)-N(2)-Mo

N(3)-N(2)-Mo

C(3N)-N(3)-N(2)

C(3N)-N(3)-B(1)

N(2)-N(3)-B(1)

C(4N)-N(4)-N(5)

C(4N)-N(4)-Mo

C(21)-C(1 1)-B(2)

C(61)-C(11)-B(2)

C(11 )-C(21)-C(31)

C(21)-C(31)-C(41)

95.3(3)

160.2(4)

80.5(3)

85.1(2)

94.0(6)

66.1(6)

146.0(4)

90.4(5)

132.2(5)

102.5(6)

100.6(6)

166.6(5)

83.7(5)

96.9(4)

35.5(5)

79.1(6)

121.7(5)

155.4(4)

107.1(5)

78.1(4)

58.0(5)

31.7(5)

177.8(12)

174.4(9)

106.7(9)

133.0(7)

120.3(7)

108.3(9)

130.7(8)

120.9(8)

105.5(6)

134.8(5)

120.6(6)

123.0(9)

124.8(7)

117.3(11)
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Villanueva.

Table S-I. Bond
9a (cont.).

N(5)-N(4)-Mo

C(6N)-N(5)-N(4)

C(6N)-N(5)-B(1)

N(4)-N(5)-B(1)

N(7)-N(6)-C(7N)

N(7)-N(6)-Mo

C(7N)-N(6)-Mo

N(6)-N(7)-C(9N)

N(6)-N(7)-B(1)

c(9N)-N(7)-B(1)
N(3)-B(1)-N(7)

N(3)-B(1)-N(5)

N(7)-B(1)-N(5)

N(2)-C(1N)-C(2N)

c(3N)-c(2N)-C(1 N)

C(2N)-C(3N)-N(3)

N(4)-C(4N)-C(5N)

C(4N)-C(5N)-C(6N)

N(5)-c(6N)-c(5N)

c(8N)-c(7N)-N(6)
C(9N)-c(8N)-C(7N)

C(8N)-C(9N)-N(7)

C(2)-C(1)-Mo

C(1)-C(2)-C(3)

C(1)-C(2)-Mo

C(3)-C(2)-Mo

c(2)-c(3)-Mo
C(1 2)-B(2)-C(1 1)

C(12)-B(2)-C(14)

C(11 )-B(2)-C(14)

C(1 2)-B(2)-C(1 3)

C(1 1)-B(2)-C(13)

C(14)-B(2)-C(13)

C(21)-C(11)-C(61)

C(21)-C(31)-C(71)

C(41)-C(31)-C(71)

.. Liebeskind Supplementary Material

lengths (A) and angles (deg) for [TpMo(CO)(NO)(11 3-C3Hs)][(3,5-(CF,)2C8H,),B]

119.7(4)

110.4(5)

128.0(6)

121.3(5)

105.0(7)

119.5(6)

135.5(7)

108.2(8)

121.7(6)

130.1(8)

107.6(6)

107.7(6)

108.3(8)

110.3(10)

105.6(11)

109.1(9)

111.0(7)

105.1(6)

108.0(7)

111.3(10)

105.3(9)

110.3(9)

68.8(8)

117(2)

79.6(10)

72.1(10)

72.5(9)

114.2(5)

105.0(6)

108.2(7)

113.0(7)

104.1(6)

112.3(5)

116.4(8)

120.7(7)

121.9(10)

C(51)-C(41)-C(31)

C(41)-C(51)-C(61)

C(41)-C(51)-C(81)

C(61)-C(51)-C(81)

c(1 1)-C(61)-c(51)

F(2)-C(71)-F(1)

F(2)-C(71)-F(3)

F(1)-C(71)-F(3)

F(2)-C(71)-C(31)

F(1)-C(71)-C(31)

F(3)-c(71)-C(31)

F(4)-C(81)-F(6)

F(4)-C(81)-F(5)

F(6)-C(81)-F(5)

F(4)-C(81)-C(51)

F(6)-c(81)-c(51)

F(5)-C(81)-C(51)

C(22)-C(12)-C(62)

C(22)-C(12)-B(2)

C(62)-C(12)-B(2)

C(32)-C(22)-C(12)

C(22)-C(32)-C(42)

C(22)-C(32)-C(72A)

C(42)-C(32)-C(72A)

C(32)-C(42)-C(52)

c(62)-C(52)-C(42)

c(62)-C(52)-C(82)

F(9)-C(72A)-F(7AA)

F(7A)-C(72A)-F(7AA)

C(72)-C(72A)-F(7AA)

C(32)-C(72A)-F(7AA)

F(9A)-C(72A)-F(7AA)

F(8)-C(72A)-F(7AA)

F(7)-C(72A)-F(7AA)

C(72)-F(7)-C(72A)

C(72)-F(7A)-C(72A)

120.2(9)

121.7(7)

121.8(9)

116.5(10)

119.6(9)

110.9(13)

100.6(9)

101.8(10)

115.7(9)

114.3(10)

111.8(10)

108.0(12)

108.7(10)

98.6(8)

115.2(8)

114.6(8)

110.4(11)

116.1(8)

118.8(8)

124.8(6)

122.1(10)

119.8(9)

117(2)

124(2)

119.6(10)

119.9(9)

120.7(7)

125(2)

25.7(13)

73(2)

104(2)

84(2)

143(2)

74.3(12)

27(3)

65(2)
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Villanueva .. Liebesknd

Table S-I. Bond lengths (A) and
9a (cont.).

C(42)-C(52)-C(82) 119.3(9)

C(52)-C(62)-C(12) 122.5(6)

F(7)-C(72)-F(7A) 129(5)

F(7)-C(72)-C(72A) 140(4)

F(7A)-C(72)-C(72A) 60(3)

F(7)-C(72)-F(9) 152(5)

F(7A)-C(72)-F(9) 78(3)

C(72A)-C(72)-F(9) 41.3(14)

F(7)-C(72)-F(7AA) 109(4)

F(7A)-C(72)-F(7AA) 21.1(13)

C(72A)-C(72)-F(7AA) 69(3)

F(9)-C(72)-F(7AA) 96(3)

F(9)-C(72A)-F(7A) 102(2)

F(9)-C(72A)-C(72) 86(3)

F(7A)-C(72A)-C(72) 55(2)

F(9)-C(72A)-C(32) 130(2)

F(7A)-C(72A)-C(32) 129(2)

C(72)-C(72A)-C(32) 124(2)

F(9)-C(72A)-F(9A) 68(2)

F(7A)-C(72A)-F(9A) 83(2)

C(72)-C(72A)-F(9A) 124(2)

C(32)-C(72A)-F(9A) 110(2)

F(9)-C(72A)-F(8) 18.8(14)

F(7A)-C(72A)-F(8) 119(2)

C(72)-C(72A)-F(8) 90(2)

C(32)-C(72A)-F(8) 112.6(14)

F(9A)-C(72A)-F(8) 79.4(13)

F(9)-C(72A)-F(7) 95(2)

F(7A)-C(72A)-F(7) 62(2)

C(72)-C(72A)-F(7) 13(2)

C(32)-C(72A)-F(7) 111(2)

F(7A)-C(72A)-F(7AA) 25.7(13)

C(72)-C(72A)-F(7AA) 73(2)

C(72A)-F(7AA)-C(72) 38.5(13)

C(72A)-F(9)-C(72) 53(2)

F(10)-C(82)-F(12) 108.7(8)

Supplementary Material

angles (deg) for [TpMo(CO)(NO)(11 3-C3H5)][(3,5-(CF) 2C6H 4B]

F(1 0)-C(82)-F(1 1)

F(12)-C(82)-F(1 1)

F(1 0)-C(82)-C(52)

F(1 2)-C(82)-C(52)

F(1 1)-C(82)-C(52)

C(23)-C(13)-C(63)

C(23)-C(13)-B(2)

C(63)-C(13)-B(2)

C(1 3)-C(23)-C(33)

C(43)-C(33)-C(23)

C(43)-C(33)-C(73)

C(23)-C(33)-C(73)

C(33)-C(43)-C(53)

C(63)-C(53)-C(43)

C(63)-C(53)-C(83)

C(43)-C(53)-C(83)

C(53)-C(63)-C(1 3)

F(14)-C(73)-F(15)

F(14)-C(73)-F(13)

F(10)-C(82)-F(12)

F(1 0)-C(82)-F(1 1)

F(12)-C(82)-F(1 1)

F(1 0)-C(82)-C(52)

F(1 2)-C(82)-C(52)

F(11 )-C(82)-C(52)

C(23)-C(1 3)-C(63)

C(23)-C(1 3)-B(2)

C(63)-C(13)-B(2)

C(13)-C(23)-C(33)

C(43)-C(33)-C(23)

C(43)-C(33)-C(73)

C(23)-C(33)-C(73)

C(33)-C(43)-C(53)

C(63)-C(53)-C(43)

C(63)-C(53)-C(83)

C(43)-C(53)-C(83)

103.2(6)

102.7(9)

114.8(9)

113.7(7)

112.7(6)

116.4(6)

118.9(5)

124.6(6)

121.9(6)

120.4(7)

119.5(6)

120.0(6)

118.8(7)

120.6(7)

118.5(7)

120.9(7)

121.9(7)

107.3(9)

101.2(8)

108.7(8)

103.2(6)

102.7(9)

114.8(9)

113.7(7)

112.7(6)

116.4(6)

118.9(5)

124.6(6)

121.9(6)

120.4(7)

119.5(6)

120.0(6)

118.8(7)

120.6(7)

118.5(7)

120.9(7)
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Villanueva .. Liebeskind

Table S-I. Bond lengths (A) and
9a (cont.).

C(53)-C(63)-C(1 3)

F(14)-C(73)-F(15)

F(14)-C(73)-F(13)

F(1 5)-C(73)-F(1 3)

F(14)-C(73)-C(33)

F(1 5)-C(73)-C(33)

F(1 3)-C(73)-C(33)

F(1 8)-C(83)-F(1 7)

F(1 8)-C(83)-F(1 6)

F(1 7)-C(83)-F(1 6)

F(1 8)-C(83)-C(53)

F(1 7)-C(83)-C(53)

F(1 6)-C(83)-C(53)

C(64)-C(1 4)-C(24)

C(64)-C(14)-B(2)

C(24)-C(1 4)-B(2)

C(34)-C(24)-C(1 4)

C(24)-C(34)-C(44)

C(24)-C(34)-C(74)

121.9(7)

107.3(9)

101.2(8)

107.2(9)

113.3(8)

115.3(6)

111.6(9)

110.5(11)

104.3(9)

102.2(9)

115.4(8)

113.7(8)

109.4(11)

115.6(6)

123.4(6)

120.5(7)

121.4(8)

121.3(7)

119.8(8)

Supplementary Material

angles (deg) for [TpMo(CO)(NO)(r 3 -C3H5)][(3,5-(CF) 2 8CH3)4B]

C(44)-C(34)-C(74)

C(54)-C(44)-C(34)

C(44)-C(54)-C(64)

C(44)-C(54)-C(84)

C(64)-C(54)-C(84)

C(1 4)-C(64)-C(54)

F(20)-C(74)-F(1 9)

F(20)-C(74)-F(21)

F(19)-C(74)-F(21)

F(20)-C(74)-C(34)

F(1 9)-C(74)-C(34)

F(21)-C(74)-C(34)

F(24)-C(84)-F(22)

F(24)-C(84)-F(23)

F(22)-C(84)-F(23)

F(24)-C(84)-C(54)

F(22)-C(84)-C(54)

F(23)-C(84)-C(54)

118.9(7)

118.7(6)

120.7(7)

118.2(6)

121.1(6)

122.2(6)

109.5(8)

106.3(10)

104.8(7)

113.3(7)

110.8(10)

111.7(7)

109.0(11)

105.0(6)

104.8(7)

113.8(6)

113.8(6)

109.7(9)
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Villanueva.. .Liebesknd Supplementary Material

Table S-II. Hydrogen atom coordinates (x10 4 ) and temperature factors (A2 x10 3) for
[TpMo(CO)(NO)(q 3-C3H)][(3,5-(CF) 2CH3)4B] 9a.
atom x y z U11

H(2B) 4214(3) 8054(7) 2327(5) 50

H(1NA) 4723(3) 4499(9) 1639(5) 50

H(2NA) 5158(3) 5991(11) 1374(5) 50

H(3NA) 4859(3) 7547(8) 1842(5) 50

H(4NA) 3161(3) 5673(7) 1417(5) 50

H(5NA) 3073(3) 7517(7) 1153(5) 50

H(6NA) 3606(3) 8475(6) 1679(4) 50

H(7NA) 3908(4) 5163(9) 3985(4) 50

H(8NA) 4044(4) 6856(10) 4453(5) 50

H(9NA) 4161(3) 8056(8) 3609(5) 50
H(1B) 3145(5) 3632(13) 2240(9) 50

H(1A) 3025(5) 4817(13) 2317(9) 50

H(2A) 3256(4) 4686(11) 3277(9) 50

H(3A) 3762(5) 3527(9) 3454(9) 50

H(3B) 3613(5) 2879(9) 2882(9) 50

H(21A) 3034(3) 10271(5) 883(4) 50

H(41A) 3366(3) 10474(6) 2643(4) 50

H(61A) 4140(3) 10625(5) 1293(3) 50

H(22) 4116(3) 12055(6) 626(4) 50

H(42) 5067(3) 11889(6) -389(4) 50

H(62) 4229(2) 9801(5) -594(3) 50

H(23) 4047(2) 8686(5) 341(3) 50

H(43) 3347(3) 6579(6) -425(4) 50

H(63) 3068(2) 9600(5) -408(4) 50

H(24) 3438(2) 10836(5) -952(4) 50

H(44) 2846(2) 13491(5) -863(4) 50

H(64) 3299(2) 12254(5) 655(3) 50
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Villanueva .. Liebeskind Supplementary Material

Table S-l1l. Temperature factors (A2 x10 3) for [TpMo(CO)(NO)(11 3-C3H5)][(3,5-(CF)2CH3)4B]
9a (cont.).

Atom U11 U22

C(82)

F(10)

F(11)

F(12)

0(73)

F(13)

F(14)

F(15)

C(83)

F(16)

F(17)

F(18)

C(74)

F(19)

F(20)

F(21)

C(84)

F(22)

F(23)

F(24)

39(6)

110(6)

57(4)

33(4)

54(7)

69(5)

116(7)

84(5)

70(9)

113(8)

118(6)

58(4)

74(9)

80(5)

130(7)

88(5)

58(7)

168(10)

88(6)

65(5)

57(5)

52(3)

93(4)

143(5)

38(5)

52(4)

141(6)

55(3)

60(6)

239(10)

93(5)

137(6)

66(6)

181(6)

74(4)

82(4)

37(4)

81(4)

53(3)

85(4)

U33

53(7)

107(5)

48(3)

72(5)

75(7)

304(14)

104(6)

91(4)

86(8)

88(6)

195(9)

250(12)

53(7)

43(4)

41(3)

48(3)

55(6)

66(4)

166(8)

124(6)

The anisotropic temperature factor exponent takes the form: -2x2(h2a*2U, 1 + Ib*2U22 + gc*2U33 + 2hka* b U12 + 2hIa*c U13 +
2klb*c*U23).

U23

-9(4)

-23(3)

-12(3)

-29(4)

-14(5)

65(5)

-62(5)

-11(3)

-13(5)

9(6)

0(5)

-96(7)

2(5)

-2(4)

-9(3)

22(3)

3(4)

-15(3)

-35(4)

-43(4)

U13

1(7)

57(6)

5(4)

4(5)

8(8)

32(9)

-28(7)

-30(5)

-33(9)

-52(7)

-90(7)

-73(7)

-22(8)

-15(5)

-2(5)

10(4)

-21(7)

4(6)

52(7)

-26(6)

U12

11(4)

10(3)

15(3)

23(4)

1(4)

8(3)

79(6)

26(3)

-9(6)

-58(7)

-50(4)

20(4)

3(6)

-31(5)

21(4)

15(3)

0(4)

65(5)

-24(4)

35(3)
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Table 5. Atom coordinates (x10) and Equivalent Isotropic Displacement Parameters (Ax 10 for
[TpMo(CO)(NO)(i1-HC)][(3,5-(CF2CH 4B],9a.
Atom x Y z
Mo 3883(1) 4793(1) 2385(1) 52(1)
0(1) 3837(3) 3397(7) 1320(6) 148(6)
N(1) 3857(3) 3948(6) 1722(5) 93(4)
0(2) 4544(3) 3439(6) 2937(6) 137(5)
C(4) 4289(4) 3894(6) 2742(6) 86(5)
N(2) 4382(2) 5550(5) 2019(4) 54(3)
N(3) 4430(2) 6591(5) 2090(3) 47(2)
N(4) 3611(2) 6111(4) 1942(3) 43(2)
N(5) 3755(2) 7066(4) 2022(3) 42(2)
N(6) 3976(2) 5855(5) 3145(3) 55(3)
N(7) 4069(2) 6843(5) 3031(3) 48(3)
B(1) 4127(3) 7240(7) 2380(5) 46(3)
C(IN) 4681(3) 5211(9) 1730(5) 71(4)
C(2N) 4926(3) 6019(11) 1600(5) 75(4)
C(3N) 4762(3) 6858(8) 1835(5) 58(3)
C(4N) 3314(3) 6229(7) 1564(5) 65(3)
C(5N) 3270(3) 7235(7) 1404(5) 67(4)
C(6N) 3556(3) 7751(6) 1702(4) 52(3)
C(7N) 3963(4) 5783(9) 3767(4) 73(4)
C(8N) 4038(4) 6692(10) 4029(5) 95(5)
C(9N) 4103(3) 7340(8) 3569(5) 74(4)
C(1) 3207(5) 4291(13) 2408(9) 122(7)
C(2) 3357(4) 4271(11) 2957(9) 106(6)
C(3) 3654(5) 3546(9) 3054(9) 121(7)
B(2) 3678(3) 10508(6) 224(4) 31(3)
C(1 1) 3591(2) 10486(5) 968(3) 33(2)
C(21) 3233(3) 10354(5) 1177(4) 40(2)
C(31) 3132(3) 10335(6) 1788(4) 50(2)
C41) 3424(3) 10456(6) 2218(4) 50(2)
C(51) 3782(3) 10553(6) 2036(4) 43(2)
C(61) 3880(3) 10564(5) 1413(3) 39(2)
C(71) 2740(4) 10154(8) 1969(5) 67(4)
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Villanueva, Ward, Lachicotte, Llebeskind to OM version 7/9/96

Atom x Z U(
F(1) 2657(3) 10479(7) 2517(4) 124(4)
F(2) 2484(2) 10440(7) 1582(4) 129(4)
F(3) 2660(2) 9119(5) 2013(3) 97(3)
C(81) 4102(4) 10686(7) 2480(5) 73(4)
F(4) 4189(3) 11567(6) 2586(6) 227(8)
F(5) 4021(3) 10213(9) 3007(3) 154(4)
F(6) 4411(2) 10183(6) 2342(3) 102(3)
C(12) 4108(2) 10849(5) 49(3) 31(2)
C(22) 4261(3) 11725(6) 320(4) 51(2)
C(32) 4617(3) 12114(7) 157(5) 61(2)
C(42) 4826(3) 11625(6) -279(4) 61(2)
C(52) 4680(2) 10770(5) -564(4) 40(2)
C(62) 4326(2) 10394(5) -398(3) 32(2)
C(72) 4754(9) 13044(17) 987(14) 55(6)
C(72A) 4741(7) 12984(16) 471(10) 64(5)
F(7) 4724(5) 12806(10) 1197(7) 73(4)
F(7A) 5000(6) 13086(11) 731(8) 88(4)
F(7AA) 5194(6) 12680(14) 685(9) 125(6)
F(8) 4449(3) 13874(7) 454(5) 49(2)
F(9) 4636(6) 13649(13) 484(9) 101(5)
F(9A) 4926(4) 13682(8) 64(6) 170(4)
C(82) 4894(3) 10294(6) -1061(4) 50(3)
F(10) 4817(2) 9315(4) -1155(3) 90(2)
F(1 1) 4822(2) 10733(4) -1605(2) 66(2)
F(12) 5271(2) 10402(5) -1008(3) 83(2)
C(13) 3572(2) 9333(5) -6(3) 35(2)
C(23) 3818(2) 8528(5) 135(3) 37(2)
C33) 3733(2) 7508(5) -10(4) 42(2)
C(43) 3404(3) 7270(6) -321(4) 50(2)
C(53) __ 3157(3) 8045(6) -463(4) 46(2)
C(63) 3240(2) 9067(5) -306(4) 42(2)
C(73) 4010(3) 6676(6) 138(5) 56(3)
F(13) 3836(2) 5843(4) 367(6) 142(5)
F(14) 4173(3) 6290(6) -336(4) 120(4)
F(15) 4276(2) 6930(4) 517(3) 77(2)
C(83) 2798(3) 7828(7) -805(5) 72(4)
F(16) 2857(3) 7966(8) -1400(4) 147(4)
F(17) 2694(2) 6881(5) -784(4) 136(4)
F(18) 2524(2) 8409(6) -685(5) 148(5)
C(14) 3403(2) 11387(5) -88(3) 34(2)
C(24) 3339(2) 11391(5) -721(4) 41(2)
C(34) 3128(2) 12157(5) -995(4) 39(2)
C(44) 2987(2) 12963(5) -668(4) 40(2)

28



C01996 American Chemical Society Organometallics V15 Page 4190 Villanueva Supplemental Page 11

Atom x z
C(54) 3053(2) 12996(5) -53(3) 35(2)
C(64) 3258(2) 12228(5) 230(3) 31(2)
C(74) 3063(3) 12131(7) 1674(5) 65(4)
F(19) 2700(2) 11966(6) -1799(3) 101(3)
F(20)3272(2) 11440(4) -1956(2) 82(2)
F(21) 3142(2) 13035(4) -1933(2) 73(2)
C(84)2903(3) 13905(5) 301(4) 50(3)

2896(3) 13761(4) 883(3) 105(3)
_2700(2) 14721(4) 222(4) 103(3)
F(24) 2579(2) 14208(4) 128(3) 91(3)

* Equivalent isotropic U defined as one third of the trace of the orthogonalised Uij tensor.


