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Supplementary Data

Table IS. Selected geometrical parameters (bond distances, Å; bond angles, °) for the computed structure of 1. Experimental values from X-ray diffraction analysis have been reported for comparison.

trans-[PtCl2((2-C2H4)(HPir)], (1)

vectors
minimized
X-ray
vectors
minimized
X-ray








Pt-Cl(1)
2.303
2.297(3)
N(16)-H(16)
1.008
0.74(9)

Pt-Cl(2)
2.303
2.293(3)
N(1’)-C(2’)
1.377
1.336(9)

Pt-N(1’)
2.103
2.093(6)
N(1’)-C(6’)
1.366
1.363(10)

Pt-C(1E)
2.163
2.179(11)
C(3)-C(4)
1.385
1.361(11)

Pt-C(2E)
2.163
2.148(10)
C(3)-C(14)
1.474
1.450(10)

C(1E)-C(2E)
1.394
1.418(14)
C(4)-C(10)
1.494
1.476(11)

S(1)-O(11)
1.450
1.430(6)
C(10)-C(9)
1.400
1.382(11)

S(1)-O(12)
1.451
1.421(6)
C(5)-C(6)
1.397
1.384(15)

S(1)-N(2)
1.623
1.639(7)
C(5)-C(10)
1.402
1.404(11)

S(1)-C(9)
1.746
1.770(8)
C(6)-C(7)
1.395
1.372(15)

O(15)-C(14)
1.241
1.239(9)
C(7)-C(8)
1.395
1.396(15)

O(17)-C(4)
1.334
1.334(9)
C(8)-C(9)
1.397
1.378(12)

O(17)-H(17)
0.959
0.88(7)
C(2’)-C(3’)
1.405
1.381(11)

N(2)-C(3)
1.457
1.442(9)
C(3’)-C(4’)
1.394
1.374(11)

N(2)-C(13)
1.481
1.461(11)
C(4’)-C(5’)
1.391
1.384(13)

N(16)-C(14)
1.369
1.362(10)
C(5’)-C(6’)
1.394
1.363(12)

N(16)-C(2’)
1.366
1.401(9)











N(1’)-Pt-Cl(1)
88.7
91.9(2)
O(15)-C(14)-N(16)
124.2
123.3(7)

N(1’)-Pt-Cl(2)
88.8
87.1(2)
N(16)-C(2’)-N(1’)
119.1
114.9(6)

Cl(1)-Pt-Cl(2)
177.3
178.8(1)
N(16)-C(2’)-C(3’)
121.6
123.6(6)

Cl(1)-Pt-C(1E)
90.9
88.3(3)
C(3)-C(14)-N(16)
115.8
114.9(6)

Cl(1)-Pt-C(2E)
91.1
90.1(3)
C(6)-C(7)-C(8)
119.9
121(1)

Cl(2)-Pt-C(1E)
91.3
92.9(3)
C(7)-C(8)-C(9)
119.9
117.8(8)

Cl(2)-Pt-C(2E)
91.4
90.7(3)
S(1)-C(9)-C(8)
120.6
119.7(6)

N(1’)-Pt-C(1E)
159.5
159.3(3)
S(1)-C(9)-C(10)
118.7
117.7(6)

N(1’)-Pt-C(2E)
162.9
162.3(3)
C(8)-C(9)-C(10)
120.6
122.4(7)

Pt- N(1’)-C(2’)
122.4
120.0(5)
C(4)-C(10)-C(5)
120.7
119.8(7)

Pt- N(1’)-C(6’)
116.8
116.5(5)
C(4)-C(10)-C(9)
120.3
121.0(7)

O(11)-S(1)-O(12)
113.6
119.4(4)
C(6)-C(5)-C(10)
120.4
118.5(8)

O(11)-S(1)-N(2)
108.2
107.9(3)
C(5)-C(6)-C(7)
120.2
121(1)

O(11)-S(1)-C(9)
109.2
108.5(4)
C(14)-N(16)-H(16)
114.5
116(7)

O(12)-S(1)-N(2)
110.7
108.0(3)
C(2’)-N(16)-H(16)
117.9
116(7)

O(12)-S(1)-C(9)
111.5
109.8(4)
C(2’)-N(1’)-C(6’)
120.7
119.5(7)

N(2)-S(1)-C(9)
103.1
101.6(3)
N(2)-C(3)-C(4)
120.8
120.2(6)

C(3)-N(2)-S(1)
112.9
114.0(5)
N(2)-C(3)-C(14)
116.1
117.8(6)

C(3)-N(2)-C(13)
114.0
113.8(6)
C(3)-C(4)-C(10)
121.4
122.5(7)

C(2’)-N(16)-C(14)
126.6
127.8(6)
C(5)-C(10)-C(9)
119.0
119.2(7)

S(1)-N(2)-C(13)
111.4
117.7(6)
N(1’)-C(2’)-C(3’)
119.4
121.4(7)

C(4)-C(3)-C(14)
123.1
122.0(7)
C(2’)-C(3’)-C(4’)
120.1
119.2(7)

H(17)-O(17)-C(4)
114.2
99(4)
C(3’)-C(4’)-C(5’)
119.5
119.2(8)

C(3)-C(4)-O(17)
120.8
123.4(7)
C(4’)-C(5’)-C(6’)
119.5
119.6(8)

C(10)-C(4)-O(17)
117.9
114.0(7)
N(1’)-C(6’)-C(5’)
120.8
121.0(7)

C(3)-C(14)-O(15)
119.9
121.8(6)











