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Supplementary  information for the paper ‘Testing the accuracy of some recent water-water potentials’ by J.G.C.M. van Duijneveldt-van de Rijdt et al., PCCP.

The following list provides Cartesian coordinates (x, y , z)  in Angstroms for the ten stationary point geometries of the water dimer as determined by Smith et al. (JCP 92 (1990) 1240). Smith’s numbering of the stationary points has been retained. The monomer geometries have been standardized using OH length = 0.9572 A and HOH angle = 104.52 degrees, as discussed in the above PCCP paper.

1.

   0.287800    0.000000   -2.003704    1    h1 

   0.287800    0.000000   -0.489804    1    h2 

   0.873683    0.000000   -1.246754    8    o1 

  -0.666591    0.756950    1.706755    1    h3 

  -0.666591   -0.756950    1.706754    1    h4

  -0.778985    0.000000    1.131754    8    o2

2.

   0.251288   -0.110365   -2.046327    1    h1 

   0.251288   -0.110365   -0.532426    1    h2 

   0.837171   -0.110365   -1.289376    8    o1 

  -1.592086    0.092239    1.467635    1    h3 

  -0.208172    0.565711    1.858013    1    h4 

  -0.674961    0.055713    1.196014    8    o2 

3.

   0.225672    0.000000   -2.070873    1    h1 

   0.225672    0.000000   -0.556973    1    h2 

   0.811554    0.000000   -1.313923    8    o1 

  -0.086106    0.000000    1.964049    1    h3 

  -1.547467    0.000000    1.568676    1    h4 

  -0.663775    0.000000    1.200813    8    o2 

4.

  -0.681313   -0.656527   -1.972502    1    h1 

  -0.681313   -0.656527   -0.458601    1    h2 

  -0.095431   -0.656527   -1.215551    8    o1 

   0.681313    0.656527    0.458601    1    h3 

   0.681313    0.656527    1.972502    1    h4 

   0.095431    0.656527    1.215551    8    o2 

5.

  -0.856322    0.362638   -2.053897    1    h1 

  -0.856322    0.362638   -0.539996    1    h2 

  -0.270440    0.362638   -1.296947    8    o1 

   0.682418   -0.875997    1.961938    1    h3 

   0.839693   -0.406742    0.531218    1    h4 

   0.294256   -0.292955    1.309539    8    o2 

6.

  -0.925346    0.000000   -2.081528    1     h1

  -0.925346    0.000000   -0.567627    1     h2

  -0.339463    0.000000   -1.324577    8     o1

   0.925345    0.000000    0.567627    1     h3

   0.925346    0.000000    2.081528    1     h4

   0.339463    0.000000    1.324577    8     o2

7.

  -1.209230    0.000000    0.455450    1     h1

  -1.209230    0.000000    1.969351    1     h2

  -0.623348    0.000000    1.212401    8     o1

   0.855026   -0.756950   -0.757896    1     h3

   0.855025    0.756951   -0.757896    1     h4

   0.711899    0.000000   -1.326027    8     o2

8.

   0.467631    1.322676   -0.756950    1    h1 

   0.467631    1.322676    0.756951    1    h2 

   1.053513    1.322676    0.000000    8    o1 

  -0.467631   -1.322675   -0.756951    1    h3 

  -0.467631   -1.322675    0.756950    1    h4 

  -1.053513   -1.322677    0.000000    8    o2 

9.

   0.990354    0.000000   -0.756951    1    h1 

   0.990354    0.000000    0.756950    1    h2 

   1.576236    0.000000    0.000000    8    o1 

  -1.927765    0.756950    0.000000    1    h3 

  -1.927765   -0.756951    0.000000    1    h4 

  -1.341883    0.000000    0.000000    8    o2 

10.

  -2.021005    0.000000   -0.756950    1    h1 

  -2.021005    0.000000    0.756951    1    h2 

  -1.435122    0.000000    0.000000    8    o1 

   1.083593    0.000000   -0.756951    1    h3  

   1.083593    0.000000    0.756950    1    h4 

   1.669475    0.000000    0.000000    8    o2 

------------------------------------------------------------------------


