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Table S1 B3LYP optimised cartesian coordinates of [Pt(dmp)2(en)]

Pt
0.0414
0.6626
0.0355

N
-1.2765
2.1488
-0.5227

N
1.3319
2.2390
0.3530

C
-0.7374
3.4710
-0.0945

C
0.7792
3.4610
-0.2961

H
-1.3889
2.1188
-1.5385

H
-2.2024
1.8915
-0.1188

H
1.4376
2.3795
1.3603

H
2.2680
1.9408
0.0006

H
-1.2067
4.2886
-0.6542

H
-0.9843
3.5983
0.9645

H
1.2408
4.3682
0.1112

H
1.0249
3.4009
-1.3610

O
-1.2842
-0.8781
-0.3233

O
1.4290
-0.7447
0.6339

P
-2.7981
-0.7896
0.0089

P
2.8312
-0.6992
-0.0384

O
-3.3604
0.5853
0.2984

O
3.4848
0.6431
-0.2495

O
2.7658
-1.4623
-1.4683

O
3.6953
-1.6793
0.9218

O
-3.1460
-1.8415
1.1950

O
-3.5078
-1.5274
-1.2365

C
1.9976
-2.6753
-1.5976

C
5.1114
-1.7864
0.7056

C
-2.7201
-1.5618
2.5369

C
-4.9355
-1.6882
-1.2477

H
0.9510
-2.4955
-1.3363

H
2.0800
-2.9727
-2.6453

H
2.4100
-3.4628
-0.9566

H
5.5856
-0.8021
0.7717

H
5.4902
-2.4395
1.4947

H
5.3232
-2.2306
-0.2740

H
-1.6266
-1.5252
2.5930

H
-3.1479
-0.6159
2.8867

H
-3.0897
-2.3849
3.1524

H
-5.4345
-0.7260
-1.0902

H
-5.1886
-2.0814
-2.2346

H
-5.2435
-2.3998
-0.4748

E(B3LYP) = -1754.33724
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