Electronic Supplementary Material (ESI) for Physical Chemistry Chemical Physics

This journal is © The Owner Societies 2013

Supporting information

Monomer geometries for:

0.000000  0.000000
0.000000  0.000000
0.000000  0.000000

Cl-Au-PH3
Au

Cl

P

H 1.254483
H -0.627242
H -0.627242

Cl-Au-(NHC-H)

C
N
C
C
N

Au
Cl
H
H
H
H

Cl-Au-(C-PH3)2

C
P
Au
Cl
P
H
H
H
H
H
H

0.000000
0.000000
1.281943
2.131063
1.330139

-1.546985

-3.330493
1.661820
3.212573
1.479606

-0.859452

0.000000
0.000000

1.809183

3.838184
-1.368971
-1.282487

0.648186

0.648186
-2.615745
-1.529682
-1.529682

0.000000
-1.086414
1.086414

0.000000
0.000000
0.000000
0.000000
0.000000

0.000000

-0.000000
0.000000
0.000000
0.000000
0.000000

0.000000
0.000000
0.000000
0.000000
0.000000
0.000000
-1.086265
1.086265
0.000000
1.086266
-1.086266

0.000000

2.300000
-2.273000
-2.923262

-2.923262
-2.923262

0.000000
1.364054
1.893768
0.829446

-0.302453
-1.232336
-2.647144

-1.260454
0.786367
2.957881

1.901538

0.000000
1.674219
-0.938873

-1.991821

-0.963807
2.296076
2.327112
2.327112
-0.273136
-1.869671
-1.869671

Dimer geometry for Cl-Au-(NHC-B)
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Figure 1: Potential energy curves of the Cl-Au-(C-PH3)2 dimer. All results have been
computed with the def2-TZVP basis.
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Figure 2: Potential energy curves of the CI-Au-(NHC-H) dimer (edge-to-edge). All re-
sults have been computed with the def2-TZVP basis.
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Figure 3: Potential energy curves of the ClI-Au-(NHC-H) dimer (face-to-face). All results
have been computed with the def2-TZVP basis.
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Figure 4: Potential energy curves of the ClI-Au-(NHC-B) dimer. All results have been
computed with the def2-TZVP basis.



