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® WATER POTENTIAL MODELS

POTENTIAL PARAMETERS

Model don/A H-O-H/° o/A (e/ks)/K qule dom/A  douA
SPC 1.0 109.47 3.1656 78.20 0.41 0
SPC/E 1.0 109.47 3.1656 78.20 0.423 0

TIP3P 0.9572 104.52 3.1506 76.54 0.417 0
TIP4P 0.9572 104.52 3.1540 78.02 0.52 0.15
TIP4P/2005 (2) 0.9572 104.52 3.1589 93.20 0.5564 0.1546
TIP5P 0.9572 104.52 3.1200 80.51 0.241 -
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