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Model

 

dOH/Å

 

H-O-H/º

 

σ/Å

 

(ε/kB

 

)/K         qH/e          dOM/Å

 

dOL/Å
SPC/E

 

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           --

 

0.70
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• SCORESSCORES

 

(3=(3=thethe

 

best best andand

 

0=0=thethe

 

worstworst))

Property

 

TIP3P        TIP4P

 

TIP4P/2005

 

TIP5P
1. VLE, Tc

 

/

 

1                2                   3                       0
2. Surface

 

tension

 

/

 

1                2                   3                 / 0
3. ρ

 

Ices                               0                2          3                       1
4. Phase

 

diagram

 

/

 

0                2                   3                       1 
5. Tm

 

melting

 

prop.            0                1                  2.5                    2.5
6. TTMD, α, κT                                          0                1                   3                       2
7. Structure

 

/

 

0                1                  2.5                    2.5
8. EOS (high

 

p)                   2                1       / 3                       0  
9. D                                  /

 

0                1                 /

 

3                       2
10. ε

 

/

 

2                0                   /

 

1                       3
Total                             /

 

6               13                  27
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Dielectric

 

const.
Model

 

ε

TIP3P               94

TIP4P               50

TIP4P/2005    58

TIP5P               91

Experiment

 

78.4
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