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The following structures have been found by first optimizing the geometry of a slab of MgO made of 4
layers orthogonal to (001), (011) or (112) directions, then adding along the vertical z-direction one(two)

molecule(s) of H2O to their top layer per unit surface, starting at a (HO)H---O(Mg) distance around 2 A,

before reoptimizing the whole systems.

1H20/MgO (001)

MG -1.904152901912E+00 1.202386021469E-01 3.201138260738E+00
MG 1.204015095568E-01 -1.932421409982E+00 3.060863796791E+00
o] 1.159910295503E-01 1.145817410893E-01 3.192221263135E+00
O -1.926316481162E+00 -1.929212018051E+00 3.126347341905E+00
MG 1.251270212404E-01 1.150565857947E-01 1.014745774091E+00
MG -1.925448159700E+00 -1.929401045121E+00 1.025940910413E+00
O -1.923982549320E+00 1.158676096850E-01 1.023454482258E+00
o] 1.229981329061E-01 -1.930236630690E+00 1.011986361569E+00
MG -1.924071588752E+00 1.156275168201E-01 -1.083098461592E+00
MG 1.236799082830E-01 -1.929889137999E+00 -1.092270454950E+00
o] 1.241603388932E-01 1.157011760497E-01 -1.081708148621E+00
O -1.924476056465E+00 -1.929953170556E+00 -1.082219135231E+00
MG 1.239833363805E-01 1.157439747447E-01 -3.171896808139E+00
MG -1.924300716317E+00 -1.930105663901E+00 -3.170673547118E+00
O -1.924118775344E+00 1.153824394746E-01 -3.237216333654E+00
o] 1.239082730244E-01 -1.929829543824E+00 -3.237708678138E+00
H 7.634068929402E-01 5.947582701023E-02 4.892723337785E+00
H 1.764855594586E+00 -8.484359802521E-01 5.673599916758E+00
0 1.627523230280E+00 7.098433046348E-02 5.387127452240E+00
2H,0/MgO (001)

MG -1.982654131534E+00 1.215467083197E-01 3.040216494402E+00
MG 2.290227884111E-02 -1.935925402323E+00 3.143927242696E+00
¢} 4.783251529901E-02 1.126379561380E-01 3.166829591678E+00
O =-2.025977270752E+00 -1.934531897764E+00 3.070108552078E+00
MG 4.443448282780E-02 1.174862873840E-01 9.819486434056E-01
MG -2.011702074716E+00 -1.937504495584E+00 9.896206363868E-01
O =-2.002054129828E+00 1.153896074899E-01 9.780182574656E-01
o] 3.387780556211E-02 -1.935614063868E+00 9.894891079057E-01
MG -2.005287087596E+00 1.143828729468E-01 -1.123472574416E+00
MG 3.729228693129E-02 -1.934469243541E+00 -1.116531667260E+00
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.447059430917E-01
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