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TABLE S2
   Optimal parameters for the three-body term of the analytical  2A’ potential energy surface a)
 ijkcijk
 ijk    cijk
ijk    cijk
ijk    cijk
ijk    cijk

 000   2.6364

 100   2.0181

 010  -1.0930

 001   1.1521

 200   6.5392

 110  -5.6782

 101   .78617

 020  -1.1366

 011   .05046

 002  -1.4387

 300   7.1150

 210   4.0087

 201   9.1127

 120  -12.449

 111  -.24486

 102   .94243

 030   16.602

 021  -10.670

 012   2.2860

 003   2.4039

 400   .82433

 310   9.6061

 301   7.2087

 220  -17.560

 211   37.120

 202   12.665

 130   31.257

 121  -35.430

 112   6.0157

 103   2.7418

 040   23.831

 031   42.040

 022   27.183

 013   10.919

 004   4.6797

 500  -2.4373

 410  -2.7677

 401  -6.8139

 320  -13.108

 311   45.590

 302   12.295

 230  -28.440

 221  -66.730

 212   18.233
 203   .83025

 140   69.086

 131   54.010

 122   31.806

 113   10.033

 104   3.2430

 050  -17.032

 041   70.418

 032   31.619

 023   43.957

 014   12.439

 005  -6.8955

 600  -.12013

 510  -6.7216

 501  -1.6822

 420   13.565

 411  -8.9009

 402  -2.5626

 330  -75.459

 321  -42.789

 312   41.831

 303   3.8167

 240   59.749

 231  -113.66

 222  -34.272

 213  -33.961

 204  -2.8368

 150  -44.151

 141   172.76

 132   15.779

 123   66.013

 114   19.080

 105  -8.2386

 060  -14.792

 051  -41.397

 042   34.886

 033   18.386

 024  -8.9740

 015  -13.166

 006  -.39071

 700   1.4407

 610   .76302

 601   4.2696

 520   15.085
 511  -18.733

 502  -7.5484

 430  -19.360

 421   8.4645

 412   39.260

 403   14.061

 340  -11.712

 331  -165.04

 322  -56.061

 313  -33.734

 304  -9.0754

 250   55.640

 241   156.29

 232  -14.462

 223   62.683

 214   2.9309

 205  -1.3178

 160  -48.942

 151  -44.968

 142   48.164

 133   29.665

 124   7.4184

 115  -.70887

 106  -4.2179

 070   12.618

 061  -44.334

 052   16.876

 043   4.4999

 034   7.0268

 025  -17.286

 016  -9.1417

 007   6.5261

 800   .90531

 710   2.8114

 701   .16911

 620  -4.5703

 611   3.0296

 602  -2.1326

 530   14.493

 521   17.469

 512   12.160

 503   10.553

 440  -39.652

 431  -65.108
 422  -3.3904

 413   4.5188

 404  -8.6610

 350   106.62

 341   79.934

 332   14.078

 323   27.012

 314  -7.6445

 305   4.3703

 260  -67.693

 251   79.934

 242  -20.031

 233   69.525

 224   28.000

 215   13.757

 206  -4.1727

 170   35.202

 161  -95.313

 152   119.31

 143  -1.1323

 134   26.806

 125   2.9946

 116  -12.072

 107   6.4407

 080  -1.3928

 071   28.843

 062  -39.526

 053   20.656
 044   27.720

 035  -3.1758

 026   .95131

 017   11.684

 008  -3.1620

 900   .19747

 810   .79417

 801  -.81178

 720  -4.7681

 711   3.9948

 702   .08005

 630   4.8212

 621   3.4029

 612   .43140

 603   2.0693

 540  -15.521
 531  -9.1500

 522   9.5285

 513   6.4028

 504  -2.5605

 450   33.654

 441   23.178

 432   10.426

 423   5.5078

 414  -4.6808

 405   2.1148

 360  -33.344

 351   58.358

 342  -20.870

 333   41.091

 324   12.243

 315   7.1977

 306  -1.3297

 270   17.201

 261  -58.489

 252   87.199

 243  -20.640

 234   25.600

 225   7.8730

 216  -3.4151

 207   2.1450

 180  -5.1956

 171   37.664

 162  -61.074

 153   28.559

 144   8.8226

 135  -1.0086

 126   1.9537

 117   5.9145

 108  -1.2914

 090   .41971

 081  -2.5044

 072   6.6580

 063  -7.5222

 054  -.27102   

 045  -3.5645 

 036  -.72910

 027   3.2270 

 018  -2.1688

 009   .46040
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a) Units are: Cijk / eV · Å-(i+j+k), i / Å-1 and [image: image7.wmf]R 
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