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1. [{Pt(PPh3)}s(u-SMe)s]” (4a’)

SCF energy E(RmPW+HF-PW91)

Zero-point vibrational energies
Sum of electronic and zero-point energies
Sum of electronic and thermal energies
Sum of electronic and thermal enthalpies
Sum of electronic and thermal free energies

X y z

Pt 0.014931 1.693357 0.088278
Pt -1.473956 —0.833748 0.088278
Pt 1459025 -0.859609 0.088278
S —2.280429 1.334147  0.168603
S —0.015190 -2.641983 0.168603
S 2.295620 1.307836  0.168603
C -3.005200 1.706650 —1.470386
C 0.024597  —3.455904 -1.470386
C 2.980602 1.749254  -1.470386
P 0.000000 3.969239  0.074017

—4769.0190131 a.u.
606.45 kcal/moal
—4768.052571 a.u.
—4767.985554 a.u.
—4767.984610 a.u.
—4768.168502 a.u.
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—-1.289523
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—3.447118

—4.661033

—-1.990810
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—0.149882
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1.718547

—1.393808

—2.036672
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—1.393808

—2.036672

0.714652

1.718547

—0.406909

—2.260701

1.487042
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2. [{Pt(PPh3)}s(Hs-S)(-SMe)g] " (15a')

SCF energy E(RmPW+HF-PW91)

Zero-point vibrational energies
Sum of electronic and zero-point energies
Sum of electronic and thermal energies
Sum of electronic and thermal enthalpies
Sum of electronic and thermal free energies

X y z

S —2.619732 0.655248 0.940612
Pt —0.499539 1.739016  1.035027
Pt -1.256263 -1.302122 1.035027
Pt 1.755802 —0.436895 1.035027
P —0.942650 3.508505 —0.334772
P -2.567129 2570611 -0.334772
S 0.742405 —2.596379 0.940612
P 3.509779 -0.937893 -0.334772
S 1877328 1941131  0.940612
S 0.000000 0.000000 2.615208
C -3.381862 0.876193  2.585144
H —4.213886 0.172472  2.667789
H -3.758181 1.900707  2.643915
H —2.653899 0.697702 3.378316
C 2449736  2.490682  2.585144
H 2.256308 3.563096 2.667789
H 3.525151 2.304327 2.643915
H 1931177 1.949493  3.378316
C 0.932126 —-3.366875 2.585144
H 1957578 —3.735568 2.667789

-5167.2451412 a.u.
608.04 kcal/mol
—-5166.276173 a.u.
-5166.208185 a.u.
-5166.207240 a.u.
—5166.390284 a.u.
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0.233031
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—2.673933

-3.067302

—3.642486
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—4.205034

—2.647195
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6.366704

4.548532

6.972312

5.648289

7.234683

6.568121

7.641961

8.110370

3.280446

4.140275

2.643915

3.378316

—0.333491

0.344730

—0.981109

0.375966

0.837324

—0.946545

—-1.512003

—0.266627

0.898068

—1.449404

—0.241457

0.187150

1.564548

—0.724505

2.016388

2.274149

—0.263430

—1.787097

1.101996

3.078903

—0.973300

1.454715

—2.098517

-3.065925
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—0.394994
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4.921486

2.089224
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2.955290

4.644419
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—2.401815
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—2.513783
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—4.798696
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—2.497878

—4.408431

—2.766864

—3.844555

—-1.758588

—4.797676

—5.150609

—4.141866

—5.843495

0.187150

—0.724505

1.564548

—0.263430

-1.787097

2.016388

2.274149

1.101996

—0.973300

3.078903

1.454715

—0.333491

—0.981109

0.344730

—0.946545

—-1.512003

0.375966
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4.486886
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4.115513
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—6.483438

—7.328735

—8.106908

—2.126054

—0.864621
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—0.171013

—2.660147

—4.015990

—-1.398552
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-1.116831

—2.488242

—3.447371

—2.702338

—4.602223

—3.297394

—3.852921

—1.968786

—4.804062

—5.343791

—4.008528

0.837324

—0.266627

—1.449404

0.898068

—0.241457

—2.098517

—2.497878

-3.065925

—3.844555

—1.758588

—4.408431

—2.766864

—4.797676

—4.141866

—5.150609

—5.843495

0.187150

—0.724505

1.564548

—0.263430

—1.787097

2.016388

2.274149

1.101996

—0.973300

3.078903
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6.073299

4.864698

4.669100

6.066599

5.664268

3.745298

7.056921

6.231779

6.857734

5.507323

r T O T O T O O O O =T

7.985707

7.630269

3.121444

4.138848

1.798822

3.832257

5.160055

1.496739

1.006012

2.513692
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0.468663

-5.701478

0.278958

1.510275

0.039262

2481748

1.706249

1.019964

-0.910924

2.239222

3.427912

0.825820

2.997802

—-1.154392

-1.111854

-1.386409

-1.317370

—0.905496

—1.586018

—1.400439

—1.556738

—-1.285917

—1.753092

1.454715

—0.333491

—0.981109

0.344730

—0.946545

-1.512003

0.375966

0.837324

—0.266627

—1.449404

0.898068

-0.241457

—2.098517

-3.065925

—2.497878

—4.408431

—2.766864

—3.844555

—1.758588

—4.797676

—5.150609

—4.141866
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