©: 2003 American Chemical Society,' Organometallics, Tu 0m020706x Supporting Info Page 81

Table 7. Torsion Angles(®) (continued)
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Fe
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C(8)
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C(19)
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C(10)
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angle
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-154(1)
-74(1)
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-112(1)
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C(7)
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C(31)

C(33)
C(24)

C(30)

C(9)

angle

C1T2(1)

-114(1)
-49(3)
163(3)
80(1)
170(1)

-36(3) .
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-155(1)
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'41(2j

80(1)
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Table 7. Torsion Angles(°) (continued)

atom  atom  atom  atom  angle atom  atom  atom  atom  angle
C(6)  C(T)  Fe C(10)  40.4(9) c(6) | C(7) C(S)A C(9) ?;(l)
C(6)  C(10) Fe . C(7)  -39.1(8) C(6) C(10) Fe  C@8)  -8L6(10)
C(6)  C(10) Fe | c9) - -119(1) C(6)  C(10) C(9)  C(8) 0(1)
c6)  C(0y c(11) c(12)  76(1) C(7)  Fe c6)  ©0)  116(1)
C(7)  Fe C(8)  C(9)  -118(1) C(7)  Fe co) @8 37.1(9)
C(7)  Fe co 'C(16) -82.4(10) C(7) Fe C(10) C(9) 80.1(10)
cry R CU0) C(11)  -165(1) C(1)  C(6) Fe C8)  -34.909)
C(7)  C(6) Fe c(9)  -78.6(10) C(7) C(6) Fe C(10)  -116(1)
on o) P c(19)  -15(1) S om  ce) P C(25)  94(1)
c(7)  CB) €0 C(9) 1(1) C(7) C6)  C(10) C(1l)  -170(1)
o) o) Fe cO)  118(1) c(r) C@8) PR CU0)  8i(])
o o) C)  C(10)  -1(1) © C(8)  Fe C(6)  C(10)  81.2(10)
C(8)  Fe 6(9) Cc(10)  -119(1) C(8)  Fe C(10)  C(9) 37.5(10)
C@8) Fe - C(10) C(11)  151(1) c@E)  C() Fe C(9  -38.3(10)
C(8) C(T) Fe | Cc(10)  -82(1) C8) C(T - C6) Cao) -2
C(8) C9) Fe C(10)  119(1) C(8)  C) ~ C(10) ©@l)  173(1)
CcY) Fe - C(6) C(10)  37.5(9) C(9)  Fe C(10) C(11)  114(1)

e CE) e C(10) -37.69) C9) CA0) CAl) . C(12)  -94(1)
(10y vC(G) -_P C(19)  172(1) | C(10) C(6) P CG@25) -77(1)
c(10) ¢l S ca3)  168(1) o c@) s Pd C(31)  176(4)
cilyy s Pd C(32) 177.5(9) cay s Pd C(33)  157(1)
c(i) s SC(13)  C(14)  97(1) cay s C(13) CU8) -83(1)
c(12) ¢l S ca13)  41(1) oca3) S " Pd C(31)  61(4)
c(3) S Pd C(32)  62.1(9) c13) S Pd  C(33)  42(1)
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Table 7. Torsion Angles(®) (continued)

atom  atom  atom  atom  angle atom  atom  atom  atom  angle
C(13)  C(14)  CU5)  C(16)  -1(3) C(13)  C(18) CU7). CU6)  1(3)
C(l4)  C(13)  CU8) <7y -3(3) C(l4)  CUs)  CU8)  C1T)  o(4)
LG5 o) O(13)  C(s)  3(3) ©cUs). ce) cOm c8). o)
C(19) P P& C(31) | 20(1) c(1e) P PA - C(32)  200)
C(19) P Pd C(33) 84  cu9) P C(25) C(26)  80(1)
C(l9) P C(25)  C(30) - -104(1) C(19) - C(20) C(21)- C(22) 2(4)
C19) C(4)  G@3) G2 54) c(0) c(oy P C(25)  -19(1)
C(0)  ©(19)  C(24) C(23)  -23) C20) C(21) C(22). ©@3)  0(5)
C21)  C@20)  C(19)  C(24)  -1(3) - C21) C(22) C(23) C(24)  -3(5)
c4)  e(s) P ces)  167(1) C25) P Pd CG3L)  -93(1)
@) P Pd  C(32) -1026(9) C(25) P PA C@33)  -37(4)
C(25)  C(26) C@T)  C28)  0(3) O C(@)  CB30)  C(29) C(8)  2A3)
C(26)  ©(@25) C(30) C(29) 0@2) C(26) C(27) C@28) C@29)  -1(3)
C2T) | C@6) C@8)  C30)  -1(3) Ccen ces o coy
CBl Pd C@Y) GBI 1443) CB3l)  Pd C@3) CC(32  -222)

S C(31) Pd C(33) CB34)  -161(5) - Cl  CB2) Pd  CG3) -144(3) -
C(31)  C(32) C(33) C(34) -174(a) C(31)  C(0) C@1) C@42)  172(5)
C(31) C(40) C(45) C(44j -175(2) C(32) Pd C(31)  C(40) - 136(6)
c(32) - Pd C(3.3)' é(34) -139(6) C(32) | c(31) P4 C@33)  212)
C(32)  CB3l) CM0) C@4l)  36(5) C(32)  CBL C CU0)  Cs) - -1324)
C(32)  ©(@33) C(34) C@E5)  -52(5) oy CB3) 0By CBY)  1315)
C(33) Pd  C(31) C(40)  158(5) (33 C(32)  CB) C(46) 172(3)
C(33)  C(34) C@35) C(36)  176(3) CBY)  CBY  CEY) . CE8)  178(2)
C(34) €35 C@36) CBT)  1(6) C(34) C(B39) C(38) CBN  2(3)

30
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Table 7. Torsion Angles(®) (continued)

atom atom atom atom ' angle atom atom atom " atom angle

C(35)  C(34) C(39) C@38)  22) C(35) C(36)  CB37)  C(38)  -1(6)

C(36)  C(35) C(34) ©B9)  -7(4) C(36) C(37) C(38) C(39)  -3(4)

C40)  CAD  Ce2) C@3)  1208)  CM0) C(45) . C(ad) C(43)  -12(4)

Cl41)  C(0)  C(45)  C44)  15(4) L C(42)  C(43) Caa) -8(7)

C42)  C(Al)  CM0)  C(45)  -18(7) . C(42)  CM3)  C(a)  C4s)  10(6)
31
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Table 8. .Non-bonded Contacts out to 3.60 A

atom atom distance  ADC ' atom - atom distance  ADC
SO ?) 3.45(2) 75504 F2)  cu) 3.53(5) 75504
F(3) c(5) 346(3) 56503 F(4) C8)  333(3) 55601
Pa) Ces) 3-.46(3) 75504 F(4) C(27)  3.48(3) 55601
F(5) c(1) 3.37(3) 75504 F(5) CAl)  343(4) 75504
" F(5) CB)  343(2) 75404 F(5) C(42)  3.58(5) 75504
F(6) C(30)  3.39(2) 1 F(6) C31)  3.44(6). 1
¢y C35) 3.59(3) 55401 : C(15) C(45) 3.50(4) 46503
C(16)  C(44)  3.58(4) 46503 C(28)  C(36)  3.58(4) 56503

C(28) C(37 3.59(4) 56503

- .32
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The ADC (atom designator code) specifies the position of an atom in a crystal. The 5-digit number

shown in the table is a composite of three one-digit numbers and one two-digit number: TA (first digit)

| -+ TB (second digit) + TC (third digit) + SN (last two digits). TA TB and TC are the crystal lattice
tr anslatxon digits along cell edges a, b and ¢. A translation dlglt. of 5 indicates the origin unit cell. If TA = 4,
this indicates a tra‘qslation of one unit cell length along the a-axis in the negative direction. Each translation
digit can range in value from 1 to.9 and thus 44 lattice translations from the origin (TA:S, TB=5, TC=5)

can be represented.

The SN, or symmetry operator number, refers to the number of the symmetry operator used to generate

the coordmates of the target atom. A list of symmetry operators relevant to this structure are glven below.’

For a given intermolecular contact,-the first atom (origin atoin) is located in the origin unit cell and its
position can be genérated using the identity operator (SN=1). ’i‘hus the ADC for an origin atom is always
55501. The position of the second atom (target atom) can be generated using the ADC and the coordmates »
of lhe atom in the parameter table. For example, an ADC of 47502 tefers to the target atom moved through
symmetry operator two, then translated -1 cell translations along the a axis, +2 cell tpahslati&ns along the

b axis, and 0 cell translations along the ¢ axis.

An ADC of 1 indicates an intermolecular contact between two fragments (eg. cation and anion) that

reside in the same asymmetric unit.

Symmetry Operators:
(1) X, Y, yA . (2) 1/2-X, Y, 1/242

(3) 1/24X,  1/2Y, -2 @ - =X, 1/24Y,  1/2-Z

33
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B '—1*‘»"13

Table 9. Least Squares Planes

Atorms defining plane
C(1)
C(2)
C(3)
C(4)
c(s)

Additional Atoms
Fe

Atoms defining plane
C(6)
C(7)
c(8)
C(9)
C(10)

Additional Atoms
Fe

Atoms defining plane
C(13)
C(14)
C(15) -
C(16)
C(17)
C(18)

Atoms defining plane
C(19)
C(20)
C(21)
C(22)
C(23)
C(24)

Plane number 1

‘Distance

-0.01(2)
0.01(2)
0.01(2)

-0.01(2)
0.01(2)

Distance
1.647

Plane number 2

Distance

-0.01(1)

©0.02(2)

-0.02(2)

" 0.00(1)

0.00(2)

Distance
-1.647

Plane number 3

Distance

-0.01(2) |
. 0.01(2)
©0.00(3)

-0.01(3)
0.00(2) -
0.01(2)

Plane number 4’

34

Distance
0.00(2)

120.01(2)

0.02(3)
0.01(4) .
-0.03(3)
0.02(2)

S-78
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Plane number 5

Atoms defining plane Distance
C(25) 0.00(1)
C(26) 0.01(2)
C(27) 0.00(2)
C(28) -0.01(3)
C(29) 0.02(3)
C(30) 0.00(2)

Plane numb»er 6

Atoms defining plane Distance
C(31) 0.0000
C(32) 0.0000
C(33) 0.0000

Plane number 7

Atoms defining plane Distance
C(34) , 0.02(2)
C(35) -0.04(2)
C(36) 0.02(4)
C(37) 0.02(3)
C(38) -0.02(2)
C(39) 0.00(2)

Plane number 8

Atoms defining plane Distance
C(40) -0.03(2)
C(41) - 0.07(4)
C(42) -0.02(4)
C(43) 0.00(4)
C(44) - -0.05(3)
C(45) 0.09(3)

35
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plane

1

2

3.

4

3

6

7

8

plane 1 2

2 2.39
3 125.34 127.71
4 : 86.48 88.86
5 81.70 82.46
6 79.73 - 82.11
7 119.88 122.16
8 115.13 117.40

Summary -

mean deviation

0.0097
0.0100
0.0092
0.0136

0.0079 .

0.0000
0.0213

- 0.0448

(%]

1.3
2.6
1.6
2.0
0.8
0.0
5.8
13.5

Dihedral angles Between planes (°)

38.91
75.45
46.70
10.33
22.98

67.44
10.77
35.52
35.59

36,

5 6 7
75.01
65.22 44.98 '
93.02 37.69 30.73
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