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Table 1.  Crystal data and structure refinement for 2008sjc0017.

Identification code 
2008sjc0017

Empirical formula 
C26 H20 Cl2 N6 O Pt S

Formula weight 
730.53

Temperature 
120(2) K

Wavelength 
0.71073 Å
Crystal system 
Triclinic

Space group 
P-1

Unit cell dimensions
a = 9.9136(3) Å
a= 109.7700(10)º.


b = 12.5634(3) Å
b= 111.1540(10)º.


c = 12.8377(3) Å
g = 101.6710(10)º.

Volume
1303.93(6) Å3
Z
2

Density (calculated)
1.861 Mg/m3
Absorption coefficient
5.698 mm-1
F(000)
708

Crystal size
0.14 x 0.05 x 0.05 mm3
Theta range for data collection
3.24 to 27.50º.

Index ranges
-12<=h<=12, -16<=k<=15, -16<=l<=16

Reflections collected
27964

Independent reflections
5957 [R(int) = 0.0321]

Completeness to theta = 27.50º
99.6 % 

Absorption correction
Semi-empirical from equivalents

Max. and min. transmission
0.7637 and 0.5026

Refinement method
Full-matrix least-squares on F2
Data / restraints / parameters
5957 / 0 / 344

Goodness-of-fit on F2
1.068

Final R indices [I>2sigma(I)]
R1 = 0.0255, wR2 = 0.0641

R indices (all data)
R1 = 0.0272, wR2 = 0.0653

Largest diff. peak and hole
1.340 and -1.753 e.Å-3
Table 2.  Atomic coordinates ( x 104) and equivalent isotropic displacement parameters (Å2x 103)

for 2008sjc0017.  U(eq) is defined as one third of the trace of the orthogonalized Uij tensor.

________________________________________________________________________________


x
y
z
U(eq)

________________________________________________________________________________

Pt(1)
5818(1)
3613(1)
5817(1)
14(1)

Cl(1)
4689(1)
3230(1)
3749(1)
20(1)

Cl(2)
8275(1)
4230(1)
5998(1)
21(1)

N(1)
6743(3)
3963(2)
7632(3)
16(1)

N(2)
7326(4)
3595(3)
9280(3)
20(1)

N(3)
3165(4)
265(3)
5515(3)
21(1)

N(4)
3691(3)
3121(2)
5728(2)
15(1)

N(5)
2510(4)
1350(3)
7780(3)
24(1)

N(6)
-16(4)
629(3)
6401(3)
22(1)

C(1)
6534(4)
3128(3)
8030(3)
16(1)

C(2)
7715(4)
5063(3)
8693(3)
18(1)

C(3)
8093(4)
4828(3)
9737(3)
20(1)

C(4)
9055(4)
5742(3)
10950(3)
24(1)

C(5)
9624(5)
6901(3)
11083(4)
28(1)

C(6)
9244(4)
7151(3)
10041(4)
25(1)

C(7)
8302(4)
6234(3)
8829(3)
22(1)

C(8)
5571(4)
1827(3)
7215(3)
18(1)

C(9)
6142(4)
951(3)
7428(4)
23(1)

C(10)
5200(5)
-268(3)
6658(4)
28(1)

C(11)
3766(5)
-566(3)
5706(4)
25(1)

C(12)
4063(4)
1448(3)
6273(3)
17(1)

C(13)
3209(4)
2286(3)
6092(3)
17(1)

C(14)
1839(4)
2125(3)
6212(3)
20(1)

C(15)
916(4)
2758(3)
5851(3)
23(1)

C(16)
1385(4)
3558(3)
5410(3)
24(1)

C(17)
2792(4)
3742(3)
5390(3)
20(1)

C(18)
1468(4)
1358(3)
6802(3)
20(1)

C(19)
1655(5)
562(3)
8053(4)
25(1)

C(20)
2152(5)
215(4)
9014(4)
36(1)

C(21)
1027(6)
-582(4)
9075(5)
39(1)

C(22)
-543(5)
-1019(4)
8221(4)
34(1)

C(23)
-1055(5)
-697(3)
7266(4)
27(1)

C(24)
78(4)
110(3)
7206(3)
23(1)

S(1)
6259(1)
2317(1)
1245(1)
43(1)

O(1)
6913(5)
2174(3)
348(3)
48(1)

C(25)
5500(7)
3506(6)
1257(5)
56(1)

C(26)
7887(6)
3070(6)
2755(5)
57(2)

________________________________________________________________________________

Table 3.   Bond lengths [Å] and angles [º] for 2008sjc0017.

_____________________________________________________

Pt(1)-N(1) 
2.016(3)

Pt(1)-N(4) 
2.023(3)

Pt(1)-Cl(2) 
2.3009(8)

Pt(1)-Cl(1) 
2.3032(8)

N(1)-C(1) 
1.325(4)

N(1)-C(2) 
1.391(4)

N(2)-C(1) 
1.343(4)

N(2)-C(3) 
1.382(5)

N(2)-H(2N) 
0.91(6)

N(3)-C(12) 
1.345(4)

N(3)-C(11) 
1.351(5)

N(4)-C(17) 
1.350(4)

N(4)-C(13) 
1.355(4)

N(5)-C(18) 
1.311(5)

N(5)-C(19) 
1.390(5)

N(6)-C(18) 
1.363(5)

N(6)-C(24) 
1.383(5)

N(6)-H(6N) 
0.85(5)

C(1)-C(8) 
1.472(5)

C(2)-C(7) 
1.393(5)

C(2)-C(3) 
1.404(5)

C(3)-C(4) 
1.389(5)

C(4)-C(5) 
1.378(6)

C(4)-H(4) 
0.9500

C(5)-C(6) 
1.414(6)

C(5)-H(5) 
0.9500

C(6)-C(7) 
1.387(5)

C(6)-H(6) 
0.9500

C(7)-H(7) 
0.9500

C(8)-C(12) 
1.393(5)

C(8)-C(9) 
1.397(5)

C(9)-C(10) 
1.388(5)

C(9)-H(9) 
0.9500

C(10)-C(11) 
1.370(6)

C(10)-H(10) 
0.9500

C(11)-H(11) 
0.9500

C(12)-C(13) 
1.504(5)

C(13)-C(14) 
1.404(5)

C(14)-C(15) 
1.387(5)

C(14)-C(18) 
1.479(5)

C(15)-C(16) 
1.390(5)

C(15)-H(15) 
0.9500

C(16)-C(17) 
1.378(5)

C(16)-H(16) 
0.9500

C(17)-H(17) 
0.9500

C(19)-C(24) 
1.394(5)

C(19)-C(20) 
1.402(6)

C(20)-C(21) 
1.384(6)

C(20)-H(20) 
0.9500

C(21)-C(22) 
1.393(7)

C(21)-H(21) 
0.9500

C(22)-C(23) 
1.377(6)

C(22)-H(22) 
0.9500

C(23)-C(24) 
1.396(5)

C(23)-H(23) 
0.9500

S(1)-O(1) 
1.491(4)

S(1)-C(26) 
1.772(5)

S(1)-C(25) 
1.802(6)

C(25)-H(25A) 
0.9800

C(25)-H(25B) 
0.9800

C(25)-H(25C) 
0.9800

C(26)-H(26A) 
0.9800

C(26)-H(26B) 
0.9800

C(26)-H(26C) 
0.9800

N(1)-Pt(1)-N(4)
87.96(11)

N(1)-Pt(1)-Cl(2)
90.21(8)

N(4)-Pt(1)-Cl(2)
177.76(8)

N(1)-Pt(1)-Cl(1)
177.99(8)

N(4)-Pt(1)-Cl(1)
90.28(8)

Cl(2)-Pt(1)-Cl(1)
91.53(3)

C(1)-N(1)-C(2)
106.4(3)

C(1)-N(1)-Pt(1)
124.4(2)

C(2)-N(1)-Pt(1)
129.2(2)

C(1)-N(2)-C(3)
107.2(3)

C(1)-N(2)-H(2N)
124(4)

C(3)-N(2)-H(2N)
128(4)

C(12)-N(3)-C(11)
117.6(3)

C(17)-N(4)-C(13)
119.9(3)

C(17)-N(4)-Pt(1)
117.0(2)

C(13)-N(4)-Pt(1)
122.9(2)

C(18)-N(5)-C(19)
104.5(3)

C(18)-N(6)-C(24)
106.1(3)

C(18)-N(6)-H(6N)
128(4)

C(24)-N(6)-H(6N)
125(4)

N(1)-C(1)-N(2)
112.3(3)

N(1)-C(1)-C(8)
124.9(3)

N(2)-C(1)-C(8)
122.8(3)

N(1)-C(2)-C(7)
131.2(3)

N(1)-C(2)-C(3)
107.6(3)

C(7)-C(2)-C(3)
121.2(3)

N(2)-C(3)-C(4)
131.4(3)

N(2)-C(3)-C(2)
106.4(3)

C(4)-C(3)-C(2)
122.2(3)

C(5)-C(4)-C(3)
116.5(3)

C(5)-C(4)-H(4)
121.7

C(3)-C(4)-H(4)
121.7

C(4)-C(5)-C(6)
121.8(3)

C(4)-C(5)-H(5)
119.1

C(6)-C(5)-H(5)
119.1

C(7)-C(6)-C(5)
121.5(3)

C(7)-C(6)-H(6)
119.2

C(5)-C(6)-H(6)
119.2

C(6)-C(7)-C(2)
116.7(3)

C(6)-C(7)-H(7)
121.6

C(2)-C(7)-H(7)
121.6

C(12)-C(8)-C(9)
119.0(3)

C(12)-C(8)-C(1)
121.3(3)

C(9)-C(8)-C(1)
119.6(3)

C(10)-C(9)-C(8)
118.4(3)

C(10)-C(9)-H(9)
120.8

C(8)-C(9)-H(9)
120.8

C(11)-C(10)-C(9)
118.9(3)

C(11)-C(10)-H(10)
120.5

C(9)-C(10)-H(10)
120.5

N(3)-C(11)-C(10)
123.6(3)

N(3)-C(11)-H(11)
118.2

C(10)-C(11)-H(11)
118.2

N(3)-C(12)-C(8)
122.3(3)

N(3)-C(12)-C(13)
113.1(3)

C(8)-C(12)-C(13)
124.3(3)

N(4)-C(13)-C(14)
120.6(3)

N(4)-C(13)-C(12)
120.4(3)

C(14)-C(13)-C(12)
118.8(3)

C(15)-C(14)-C(13)
118.9(3)

C(15)-C(14)-C(18)
121.3(3)

C(13)-C(14)-C(18)
119.6(3)

C(14)-C(15)-C(16)
119.5(3)

C(14)-C(15)-H(15)
120.3

C(16)-C(15)-H(15)
120.3

C(17)-C(16)-C(15)
119.1(3)

C(17)-C(16)-H(16)
120.4

C(15)-C(16)-H(16)
120.4

N(4)-C(17)-C(16)
121.7(3)

N(4)-C(17)-H(17)
119.1

C(16)-C(17)-H(17)
119.1

N(5)-C(18)-N(6)
113.9(3)

N(5)-C(18)-C(14)
123.8(3)

N(6)-C(18)-C(14)
122.3(3)

N(5)-C(19)-C(24)
110.0(3)

N(5)-C(19)-C(20)
129.9(4)

C(24)-C(19)-C(20)
120.1(4)

C(21)-C(20)-C(19)
117.5(4)

C(21)-C(20)-H(20)
121.3

C(19)-C(20)-H(20)
121.3

C(22)-C(21)-C(20)
121.5(4)

C(22)-C(21)-H(21)
119.3

C(20)-C(21)-H(21)
119.3

C(23)-C(22)-C(21)
121.9(4)

C(23)-C(22)-H(22)
119.0

C(21)-C(22)-H(22)
119.0

C(22)-C(23)-C(24)
116.6(4)

C(22)-C(23)-H(23)
121.7

C(24)-C(23)-H(23)
121.7

N(6)-C(24)-C(19)
105.6(3)

N(6)-C(24)-C(23)
132.1(4)

C(19)-C(24)-C(23)
122.4(4)

O(1)-S(1)-C(26)
105.8(3)

O(1)-S(1)-C(25)
105.8(2)

C(26)-S(1)-C(25)
100.5(3)

S(1)-C(25)-H(25A)
109.5

S(1)-C(25)-H(25B)
109.5

H(25A)-C(25)-H(25B)
109.5

S(1)-C(25)-H(25C)
109.5

H(25A)-C(25)-H(25C)
109.5

H(25B)-C(25)-H(25C)
109.5

S(1)-C(26)-H(26A)
109.5

S(1)-C(26)-H(26B)
109.5

H(26A)-C(26)-H(26B)
109.5

S(1)-C(26)-H(26C)
109.5

H(26A)-C(26)-H(26C)
109.5

H(26B)-C(26)-H(26C)
109.5

_____________________________________________________________

Symmetry transformations used to generate equivalent atoms: 

Table 4.   Anisotropic displacement parameters (Å2x 103)for 2008sjc0017.  The anisotropic

displacement factor exponent takes the form: -2p2[ h2a*2U11 + ... + 2 h k a* b* U12 ]

______________________________________________________________________________


U11
U22
U33
U23
U13
U12
______________________________________________________________________________

Pt(1)
15(1) 
13(1)
16(1) 
7(1)
8(1) 
4(1)

Cl(1)
22(1) 
19(1)
18(1) 
10(1)
9(1) 
5(1)

Cl(2)
17(1) 
26(1)
24(1) 
14(1)
12(1) 
8(1)

N(1)
17(1) 
13(1)
16(1) 
7(1)
8(1) 
4(1)

N(2)
25(2) 
20(2)
20(1) 
11(1)
11(1) 
9(1)

N(3)
25(2) 
15(1)
22(1) 
6(1)
12(1) 
6(1)

N(4)
17(1) 
13(1)
14(1) 
6(1)
7(1) 
4(1)

N(5)
24(2) 
27(2)
30(2) 
18(1)
16(1) 
9(1)

N(6)
20(2) 
21(2)
25(2) 
10(1)
13(1) 
5(1)

C(1)
18(2) 
15(2)
20(2) 
11(1)
10(1) 
8(1)

C(2)
16(2) 
19(2)
17(2) 
6(1)
6(1) 
6(1)

C(3)
21(2) 
19(2)
20(2) 
7(1)
10(1) 
6(1)

C(4)
27(2) 
27(2)
15(2) 
6(1)
9(1) 
8(2)

C(5)
28(2) 
23(2)
22(2) 
2(2)
11(2) 
5(2)

C(6)
26(2) 
18(2)
28(2) 
7(2)
15(2) 
5(1)

C(7)
24(2) 
18(2)
25(2) 
11(1)
12(2) 
5(1)

C(8)
21(2) 
17(2)
20(2) 
9(1)
12(1) 
5(1)

C(9)
26(2) 
21(2)
29(2) 
14(2)
14(2) 
10(1)

C(10)
31(2) 
18(2)
42(2) 
16(2)
20(2) 
13(2)

C(11)
32(2) 
11(2)
35(2) 
8(1)
19(2) 
6(1)

C(12)
20(2) 
16(2)
21(2) 
10(1)
15(1) 
6(1)

C(13)
17(2) 
14(2)
17(2) 
5(1)
8(1) 
3(1)

C(14)
21(2) 
16(2)
20(2) 
6(1)
10(1) 
3(1)

C(15)
17(2) 
25(2)
23(2) 
8(1)
10(1) 
6(1)

C(16)
21(2) 
24(2)
27(2) 
12(2)
10(2) 
10(1)

C(17)
20(2) 
18(2)
23(2) 
11(1)
9(1) 
5(1)

C(18)
21(2) 
17(2)
26(2) 
8(1)
16(1) 
7(1)

C(19)
28(2) 
21(2)
29(2) 
13(2)
16(2) 
7(2)

C(20)
32(2) 
42(2)
41(2) 
28(2)
16(2) 
12(2)

C(21)
40(2) 
47(3)
45(3) 
33(2)
22(2) 
15(2)

C(22)
39(2) 
28(2)
41(2) 
19(2)
24(2) 
8(2)

C(23)
27(2) 
24(2)
31(2) 
11(2)
16(2) 
7(2)

C(24)
29(2) 
18(2)
27(2) 
9(1)
18(2) 
8(1)

S(1)
42(1) 
47(1)
31(1) 
22(1)
11(1) 
1(1)

O(1)
84(3) 
41(2)
37(2) 
27(2)
35(2) 
29(2)

C(25)
52(3) 
82(4)
52(3) 
38(3)
32(3) 
29(3)

C(26)
39(3) 
79(4)
32(2) 
15(3)
11(2) 
10(3)

______________________________________________________________________________
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