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Model Type σ Å ε  

kJ mol-1 l1 Å l2 Å q1 (e) q2 (e) θ° φ°

 SSD 1-site 3.016 15.319 - - - - 109.47 109.47

 SPC a 3.166 0.650 1.0000 - +0.410 -0.8200 109.47 -

 SPC/E a 3.166 0.650 1.0000 - +0.4238 -0.8476 109.47 -

 SPC/HW 
(D2O) a 3.166 0.650 1.0000 - +0.4350 -0.8700 109.47 -

 SPC/Fw a+pol 3.166 0.650 1.0120 - +0.410 -0.8200 113.24 -

 TIP3P a 3.15061 0.6364 0.9572 - +0.4170 -0.8340 104.52 -

 TIP3P/Fw a+pol 3.1506 0.6368 0.9600 - +0.4170 -0.8340 104.5 -

 iAMOEBA a+pol 3.6453 0.8235 0.9584 - +0.2970
1 -0.59402 106.48 -

 QCT a 3.140 0.753 0.9614 - +0.6064 -1.2128 104.067 -

 PPC b+pol 3.23400 0.6000 0.9430 0.06 +0.5170 -1.0340 106.00 127.00

 TIP4P c 3.15365 0.6480 0.9572 0.15 +0.5200 -1.0400 104.52 52.26

 TIP4P-Ew c 3.16435 0.680946 0.9572 0.125 +0.5242
2

-1.04844 104.52 52.26

 TIP4P-FQ c+pol 3.15365 0.6480 0.9572 0.15 +0.63 -1.26 104.52 52.26

 TIP4P/Ice c 3.1668 0.8822 0.9572 0.1577 +0.5897 -1.1794 104.52 52.26

 TIP4P/2005 c 3.1589 0.7749 0.9572 0.1546 +0.5564 -1.1128 104.52 52.26

 TIP4P/2005f c 3.1644 0.7749 0.9419 0.1546 +0.5564 -1.1128 107.4 53.7

 OPC c 3.1666 0.8903 0.8724 0.1594 +0.6791 -1.3582 103.6 51.8

 SWFLEX-AI c+pol four terms used 0.968 0.14 +0.6213 -1.2459 102.7 51.35
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This (and many more details) can be found at Martin Chaplin’s wonderful “Water Structure and 
Science” site: 
 

www1.lsbu.ac.uk/water/water_models.html  

 COS/G3 c+pol 3.17459 0.9445 1.0000 0.15
+0.4506

72 -0.901344 109.47 -

 GCPM c+pol 3.69 0.9146 0.9572 0.27 +0.6113 -1.2226 104.52 52.26

 SWM4-NDP c 3.18395 0.88257 0.9572 0.24034 0.55733 -1.11466 104.52 52.26

 SWM6 c/
d+pol 3.19833 0.67781 0.9572 0.247M 

0.315L
0.53070 -1.1334M 

-0.1080L
104.52 101.098

 ST2 d 3.10000 0.31694 1.0000 0.80 +0.2435
7 -0.24357 109.47 109.47

 TIP5P d 3.12000 0.6694 0.9572 0.70 +0.2410 -0.2410 104.52 109.47

 TIP5P-Ew d 3.097 0.7448 0.9572 0.70 +0.2410 -0.2410 104.52 109.47

 TTM2-F c+pol five parameters 
used 0.9572 0.70 +0.574 -1.148 104.52 52.26

 POL5/TZ d+pol 2.9837 Buckingham 0.9572 0.5 varies -0.42188 104.52 109.47

 Six-site c/d 3.115OO 
0.673HH

0.715OO 
0.115HH

0.980 0.8892L 
0.230M

+0.477 -0.044L 
-0.866M

108.00 111.00

Model Type σ Å ε  
kJ mol-1 l1 Å l2 Å q1 (e) q2 (e) θ° φ°
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Model Dipole 
moment

Dielectric 
constant

self-
diffusion, 
10-5 cm2/s

Average 
configuratio
nal energy, 

kJ mol-1

Density 
maximum,

°C

Expansion 
coefficient,

10-4 °C-1

 SSD 2.35 72 2.13 -40.2 -13 -

 SPC 2.27  65 3.85 -41.0 -45 7.3

 SPC/E 2.35 71 2.49 -41.5 -38  5.14

 SPC/Fw  2.39 79.63  2.32 - -  4.98

 PPC 2.52 77 2.6 -43.2  +4 -

 TIP3P 2.35 82 5.19 -41.1 -91 9.2

 TIP3P/Fw  2.57  193  3.53 - -  7.81

 iAMOEBA 2.78 80.7 2.54 - 4  2.5

 QCT 1.85  -  1.5 -42.7  +10  3.5

 TIP4P 2.18 53 3.29 -41.8 -25 4.4

 TIP4P-Ew 2.32 62.9 2.4 -46.5  +1  3.1

 TIP4P-FQ 2.64  79 1.93 -41.4  +7 -

  TIP4P/2005 2.305 60 2.08 -  +5 2.8

 TIP4P/2005f 2.319 55.3 1.93 -  +7  -

 OPC 2.48 78.4 2.3 - -1 2.7

 SWFLEX-AI  2.69 116 3.66 -41.7 - -

 COS/G3  2.57  88 2.6 -41.1 -78 7.0

 GCPM 2.723 84.3 2.26 -44.8 -13 -

 SWM4-NDP 2.461 79 2.33 -41.5  <-53 -

 SWM6 2.431 78.1 2.14 -41.5 -48 -

 TIP5P 2.29 81.5 2.62 -41.3  +4 6.3

 TIP5P-Ew 2.29  92 2.8 -  +8  4.9

 TTM2-F 2.67 67.2 1.4 -45.1 - -

 POL5/TZ 2.712  98 1.81 -41.5  +25 -

 Six-site 1.89  33 - -  +14 2.4

Experimental  2.95  78.4  2.30 -41.5  +3.984  2.53
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