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Table 6. Atomic Parameters x,y,z and Biso.
E.S.Ds. refer to the last digit printed.

Ptl
C1
Bi
Nl
N12
C13
C14
C15
C16
C17
N21
N22
C23
C24
C25
C26
C27
H
Hi
Hla
Hib
Hic
H14
H16a
H16b
Hi6c
H17a
H17b
H17c
H24
H26a
H2 6b
H27a
H2 7b

x
0.89248( 3)
0.9487 ( 7)
0.9997
0.8288
0.8948
0.8367
0.7336
0.7297
0.8875
0.6335
1.1395
1.1535
1.3155
1.4062
1.2930
1.3755
1.3297
0.714
1.031
0.960
0.8621
1.0501
0.675
0.847
0.843
1.005
0.533
0.697
0.609
1.524
1.494
1.336
1.229
1.392

(10)
6)
5)
7)
7)
6)

( 7)
7)
7)
7)
9)

( 9)
9)

( 9)
(12)

( 5)
(24)
(25)

y
1/4

0.3582
1/4

0.3575
0.3439
0.4161
0.4764
0.4378
0.4237
0.4727

1/4
1/4
1/4
1/4
1/4
1/4
1/4
1/4
1/4

0.3283
0.4070
0.3901
0.534
0.485
0.368
0.422
0.503
0.521
0.417

1/4
1/4

0.191
1/4

0.191

4)

3)
( 3)

4)
(.4)

3)
( 5)

4)

6)
(16)
(20)

z
0.66169
0.7381
0.4919
0.57795
0.50807
0.4620
0.5025
0.5740
0.3822
0.6402
0.6160
0.5400
0.5212
0.5861
0.6438
0.4427
0.7267
0.683
0.440
0.7864
0.7394
0.7244
0.484
0.362
0.355
0.379
0.624
0.667
0.672
0.591
0.443
0.417
0.755
0.739

0(13)
( 3)
(5)

(22)
(22)

3)
3)
3)

( 3)
3)
3)
3)
4)

( 5)
4)
5)

( 5)

4)
(16)
(12)

Biso
1.305 (13)
2.20 (21)
1.7 ( 3)
1.64 (15)
1.57 (15)
1.81 (19)
2.15 (19)
1.82 (19)
2.77 (24)
2.56 (22)
1.64 (24)
1.47 (23)
1.7 ( 3)
2.3 ( 4)
2.3 ( 3)
2.3 ( 3)
3.7 ( 4)
2.1
2.4
3.0
3.0
3.0
2.9
3.6
3.6
3.6
3.3
3.3
3.3
3.1
3.1
3.1
4.5
4.5

Biso is the Mean of the Principal Axes of the Thermal Ellipsoid
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Table 7,. u(i,j) or
E.S.Ds. refer to the

U values *100.
last digit printed

u12
0.0
0.21(25)
0.0

-0.11(19)
-0.24(17)
-0.46(23)
0.19 (23)

-0.03 (20)
0.0 ( 3)
0.98(24)
0.0
0.0
0.0
0.0
0.0
0.0
0.0

u13
0.077(12)
0.21 (24)
0.2 ( 3)
0.02 (18)
0.10 (17)

-0.68 (22)
-0.91 (23)
-0.67 (22)
-0.84 (24)
-0.28 (24)
-0.21 (24)
0.15 (24)
0.4 ( 4)
0.0 C 3)

-0.2 C 3)
0.6 C 3)

-0.5 ( 4)

u23
0.0

-0.01(23)
0.0

-0.66(17)
-0.05(16)
0.40(20)
0.24(22)

-0.29(21)
1.2 C 3)

-0.8 C 3)
0.0
0.0
0.0
0.0
0.0
0.0
0.0

Anisotropic Temperature Factors are of the form
Temp=-2*Pi*Pi*(h*h*ull*astar*astar+---+2*h*k*ul2*astar*bstar+---)

u22
1.946(17)
3.1 C 3)
2.4 ( 4)
1.76 (20)
2.15 (20)
1.94 (23)
2.00 (23)
1.78 (24)
4.3 C 3)
3.1 C 3)
2.7 C 3)
2.1 ( 3)
1.9 ( 3)
3.9 ( 5)
5.2 C 5)
2.7 ( 4)
8.4 ( 7)

u33
1.190 (17)
1.8 ( 3)
2.0 C 4)
2.01 (22)
1.66 (20)
2.4 ( 3)
3.0 ( 3)
2.7 ( 3)
2.5 C 3)
3.2 ( 3)
1.7 ( 3)
1.5 (3
2.5 ( 4)
3.2 C 5)
1.9 C 4)
3.1 C 5)
2.4 ( 5)

Pt1
Cl
BI
N11
N12
C13
C14
C15
C16
C17
N21
N22
C23
C24
C25
C26
C27
H
Hi
Hia
Hib
Hlc
H14
H16a
Hi6b
H16c
H17a
H17b
H17c
H24
H26a
H26b
H27a
H27b

ull (U)
1.824(18)
3.4 ( 3)
1.9 ( 4)
2.44 (21)
2.15 (21)
2.5 C 3)
3.1 C 3)
2.4 C 3)
3.6 C 3)
3.4 C 3)
1.8 ( 3)
2.1 ( 3)
2.0 ( 4)
1.6 C 4)
1.7 ( 4)
2.7 ( 4)
3.3 C 5)
2.7
3.1
3.8
3.8
3.8
3.7
4.5
4.5
4.5
4.2
4.2
4.2
3.9
3.9
3.9
5.7
5.7

-- 5(, o9l -,;



0 1996 American Chemical Society J. Am. Chem. Soc. VI 18 Page5684 O'Reilly Supplemental Page 3

T5~6 - 5

Table 8. Complete list of bond lengths.
pt(1)-C(1) 2.048(5) C(13)-C(14)

Pt(1)-C(1)a 2.048(5) C(13)-C(16)

Pt(1)-N(11) 2.145(4) C(14)-C(15)

Pt(1)-N(11)a 2.145(4) C(15)-C(17)

Pt(1)-N(21) 2.169(6) N(21)-N-(22)

B(1)-N(12) 1.546(6) N(21)-C(25)

B(1) -N(12)a 1.546(6) N(22)-C(23)

B(1)-N(22) 1.520(10) C(23)-C(24)

N(11)-N(12) 1.377(6) C(23)-C(26)

N(11)-C(15) 1.346(6) C(24)-C(25)

N(12)-C( 1 3 ) 1.357(6) C(25)-C(27)

Table 9. Complete list of bond angles.
C(1)-pt(1)-C(1)a 90.07(21).
C (1) - Pt (1) - N(11) 92.85 (18)
C (1) - Pt (1) -N (11) a 177.05 (18)
C (1) -Pt (1) - N(21) 92.70(19)
C(1)a.-Pt(1) -N (11) 177.05 (18)

C(1)a-Pt(1) -N'(21) 92.70 (19)
N(11)-Pt(1)-N(11)a 84 .24(14)
N(11)-Pt(1)-N(21) 87 .60(17)
N(11)a-Pt(I)-N(

2 l) 87.60(17)
* (12) -B (1) - N(12) a 108.8(5)

N(12)a-B(1)-N(
2 2 ) 110.3(4)

Pt (1) -N(11) - N(12) 117.2(3)
Pt(1) -N,(11) -C(15) 135.9(3)
N(12)-N(11V-C(l5) 106.9(4)
*B(1) - N(12)-N (11) 119.6(4).
*B(1) - N(12)-C (13 ) 131.0(5)
N(11)-N(12)-C(l

3 ) 109.0(4)
N(12)-C(13)-C(l

4) 108.0(4)

N (12) -C (13) -C (16)
C (14) -C (13) -C (16)
C(13) -C(14) -C(15)
N (11) - C(15) - C(14)
N (11) -C (15) -C (17)
C(14) -C(15) -C(17)
Pt (1) - N(21) - N(22)

N(22) -N(21) -C(25)
B(1) -N(22) -N(21)
B (1) - N(22) - C(23)
N(21) -N(22) -C(23)
N(22) -C(23) -C(24)
N(22) -C (23) - C(26)
C(24) -C(23) -C(26)
C(23) -C(24) -C(25)
N(21) -C (25) -C (24)
N (21) -C (25) - C(27)
C(24) -C(25) -C(27)

1.372(8)
1.495(8)
1.385(7)
1.497(8)
1.371(8)
1.344(9)
1.359 (10)
1.379(11)
1.493(11)
1.387(11)
1.520(12)

122.4 (5)
129 .6 (5)
106.6 (4)
109 .5 (4)
121.3 (5)
129.2(5)
117.0 (4)
136.0 (5)
107.0 (6)
119.9 (6)
131.0 (6)
109.1(6)
108. 0 (6)
123 . 4(7)
128.6 (7)
106.0 (6)
109 .8 (7)
123 .1(7)
127.0 (7)


