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TABLE SI-1. Available MD simulation data of the self-diffusion coefficient of water at ambient conditions. “Ref #” corresponds to the reference (see
Reference list at page 71) of the study reporting the self-diffusion coefficient value. “T”, “P”, and “p” correspond to the conditions at which the
simulations are performed. “SSE correction” indicates if the data are corrected for system size effects (see ref [76]). “H,O Ref #” lists the original
H,0 model development papers.

Number H,0
Ref T P P D Statistical SSE of H,0 H,0 Ref

# Authors Year (K) (bar) (g/cms) (mz/s) Error correction molecules force field #

(x 10°)

3 Rahman et al. 1975 295.15 1 0.73 N/A No 216 CF 3

4 Stillinger & Rahman 1978 302.65 1.01325 1.1 N/A No 216 CF modified 4
5 Impey et al. 1982 294 1 2.3 0.2 No 125 MCY 175
6 Jorgensen et al. 1983 294.15 1.01325 4.3 10% No 125 BF 176
Mo f -1 1983 293.15 1.01325 3.2 10% No 125 TIPS2 177

9 Lie & Clementi 1986 300 0.998 1.8 N/A No 343 MCYL 9

R 1986 299 0.998 1.9 N/A No 343 MCYL 9

o) [----" 1986 300.6 0.998 1.9 N/A No 343 MCYL 9

R 1986 300.6 0.998 2.1 N/A No 343 MCYL 9

10 Neumann 1986 293 1.0 2.8 N/A No 256 TIP4P 6
11 Wojcik & Clementi 1986 296 1 2.25 N/A No 512 MCY 175
R 1986 304 1 1.3 N/A No 512 MCY + ab initio 3 body 11

12 Anderson et al. 1987 300 1 2.54 N/A No 125 SPC modified (flex.) 12
13 Berendsen et al. 1987 306 0.998 2.50 N/A No 216 SPC/E 13
R 1987 308 0.97 4.30 N/A No 217 SPC 178

14 Reddy & Berkowitz 1987 268 0.999 1.36 N/A No 216 TIP4P 6

R 1987 298 0.999 2.96 N/A No 216 TIP4P 6

15 Teleman et al. 1987 301 4.4 0.1 No 216 SPC-type; R1 (rigid) 15
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57 Mahoney & Jorgensen 2001 298.15 1.01325 3.85 0.09 No 267 SPC 178
Mo f [----" 2001 298.15 1.01325 2.49 0.05 No 267 SPC/E 13
R 2001 298.15 1.01325 5.19 0.08 No 267 TIP3P 6
Mo f [----" 2001 298.15 1.01325 3.31 0.08 No 267 TIP4P 6
e [ 2001 298.15 0.993 5.06 0.09 No 267 TIP3P 6
e [ 2001 298.15 0.990 3.29 0.05 No 267 TIP4P 6
Mo f [----" 2001 298.15 0.999 2.62 0.04 No 267 TIPS5P 183
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van Maaren & van der
59 Spoel 2001 300 0.997 3.66 0.19 No 820 SWFLEX-AI 59
e [ 2001 300 0.997 3.58 0.02 No 820 SWFLEX-ISO 59
o) [----" 2001 300 0.996 3.22 0.15 No 820 SWRIGID-AI 59
e [ 2001 300 0.993 3.30 0.34 No 820 SWRIGID-ISO 59
60 Lefohn et al. 2001 300 1.0 1.5 N/A No 256 2S-PF (Two-State PolarFlex) 60
M f =" 2001 300 1.0 1.9 N/A No 256 3S-PF (Three-State PolarFlex) 60
63 Burnham & Xantheas 2002 300 1.046 2.23 N/A No 64 TTM2-R 63
64 Guo et al. 2002 303.8 0.999 2.63 0.06 No 256 SPC/E 13
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Mo f " 2003 298 1.01325 0.99 2.13 N/A No 256 SSD1 (optimized) 68

69 Yuetal. 2003 300 1.01325 4.3 N/A No 1331 SPC 69
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95 Liem & Popelier 2008 300 1.01325 0.996 1.44 N/A No 216 QcT 95
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97 Akin-Ojo et al. 2008 298 0.997 2.8 0.2 No 216 MP2f 97

R el 2008 298 0.997 2.6 0.3 No 216 BLYPf 97
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1.01325
1.01325
1
1
1

1.01325
1.01325
1.01325
1.01325
1.01325
1.01325

1.01325

993.5
0.9977
0.9979
0.9932
0.9947

0.9986
0.9986

0.997
0.998
0.998
0.998
0.9965

2.25
2.3
1.93
2.08
1.83
2.2
2.461
2.5
2.984
3.097
2.432
2.359
3.861

6.1
6.1
4.3
2.9
2.23
2.3
2.97
2.49
2.72
2.78
5.06
3.29
2.62
2.4
2.49
2.52
2.4
2.6
3.92

N/A
0.02
N/A
N/A
0.02
N/A
0.015
1%
0.005
N/A
0.023
0.035
0.03

0.1
0.1
N/A
N/A
N/A

0.05
0.06
0.09
0.06
N/A
N/A
N/A
N/A
N/A
N/A
N/A
N/A
N/A

No
Yes
No
No
No
No
Yes
No
No
No
No
No
No

Yes
Yes
No
No
No
No
Yes
Yes
Yes
No
No
No
No
No
No
No
Yes
Yes

Yes

2048
500
500
500
216
500
360

4000
624
928
400
400
400

2048
2048
2002
2002/182
182
256
64-4096
2048
512
1024
256
256
256
256
256
256
256
256
267

TIP4P/2005
E3B
TIP4P/2005f
TIP4P/2005
Hasegawa & Tanimura
TIP4Q
POLAD
ELBA
TIP3P
TIP3P
SPC/E
SPC/Fw
SPC

MFP/TIP3P
TIP3P
SPC
Hybrid SPC/WT4
WT4
HBB2-pol
SPC/E
TIP4P/2005
Dang-Chang
SPC/E
TIP3P
TIP4P
TIPSP
TIP4P-Ew
SPC/E
TIP4P(M)
CC-pol-8s'
CC-dpol-8s'
TIP4P

80
116
117

80
118
119
120
121

13
83
178

125

178
126
112
127
13
80
49
13

191
183
75
13
133
134
134
191
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136
137
138
139
140
141
142

143

144
145

146

u____//____u
n____//____n

Mt
Mt
Moot
Mt
Moot
Moot
Mot
Mot
Mot
Mot
Mot
Mot
Mot

Kiss & Baranay

Corsetti et al.
Han et al.
Baker & Best
Nagarajan et al.
Stukan et al.
Troster et al.
N[t
N[t
Wang et al.
N[t

Arismendi-Arrieta et al.

Braun et al.

u____//____u
n____//____n

Bachmann & van
Gunsteren

2013
2013

2013
2013
2013
2013
2013
2013
2013
2013
2013
2013
2013
2013
2013
2013
2013
2013
2013
2013
2013
2013
2013
2013
2013
2013
2014
2014
2014
2014

2014

298.15
298.15

298.15
298.15
298.15
298.15
298.15
298.15
298.15
298.15
298.15
298.15
298.15
298.15
298.15
298.15
300
298.15
298.15
300
298.15
300
300
300
298
298
298.15
300
300
300

298.15

1.01325
1.01325

1.01325
1.01325
1.01325
1.01325
1.01325
1.01325
1.01325
1.01325
1.01325
1.01325
1.01325
1.01325
1.01325
1.01325

1.01325
1.01325

1.01325

1.01325
1.01325

1.01325

0.9965
0.9965
0.9965

1.008
0.995
1.040

0.972

2.74
2.49

3.06
2.8
2.97
2.14
2.14
2.3
2.23
2.37
2.26
2.461
243
6.14
2.85
2.28
1.92
2.7
2.81
1.24
2.4
3.4

2.8
2.53
1.93
2.35
5.81
2.64
0.72

4.2

N/A
0.09

N/A
0.1
0.05
0.19
N/A
N/A
N/A
N/A
N/A
0.012
N/A
0.06
0.28
0.04
Yes (Fig. 12)
N/A
0.03
0.0376
N/A
N/A
N/A
N/A
N/A
N/A
N/A
0.02
0.02
0.02

N/A

Yes

Yes

Yes
No
Yes
Yes
Yes
No
No
No
No
Yes
No
Yes
Yes
Yes
No
No
No
No
No
Yes
Yes
Yes
Yes
Yes
No
No
No
No

No

512

average of
360 and 530

267
256/512
216
1000
512
1000
64
256
256
360
300/432
256
1000

200
267

1024
728/1500/3374
728/1500/3375
728/1500/3376
216/512/1000
216/512/1001
256
2100
2100
525

1000

TIP4P-Ew
TIP4P/2005

TIP5P
TIPSP-Ew
SPC/E
SWM6
AMOEBA
C0S/G2
TTM2-R
TTM3-F
GCPM
POL4D
BKd3
TIP3P
SWM4-NDP
BK3
TIP4P
XP3P
SWM4A-OPT
Bundled water model
SWM4-NDP
TL3P
TL4P
TL5P
iAMOEBA
AMOEBA
NCc(Q)
TIP3P
SPC/E
BMW

SPC

75
80

183
194
13
135
78
77
195
196
197
120
198

82
136
191
138
139
140

82
142
142
142
143

78
144

13
199

178

11



147

148

149

150

151
152

153

154

159

160

u____//____u
n____//____n
n____//____n

Fuentes-Azcatl &
Alejandre

Moot
Troster et al.
Moot
Moultos et al.
Mot
Mot
Izadi et al.
Mot
Mot
Mot
Mot
Spura et al.
Orsi
Mot
Mot
Mot
Ty
Mot

Bachmann & van
Gunsteren

Mo ]t
N[t
Medders et al.
Mo ]t
Tainter et al.
Mo ]t
Moot

Lobanova et al.

2014
2014
2014

2014
2014
2014
2014
2014
2014
2014
2014
2014
2014
2014
2014
2014
2014
2014
2014
2014
2014
2014

2014
2014
2014
2014
2014
2015
2015
2015
2015

298.15
298.15
298.15

300
300
300
300
298.15
298.15
298.15
298.15
298.15
298.15
298.15
298.15
298.15
298.15
298.15
298.15
298.15
298.15
298.15

298.15
298.15
298.15
298.15
298.15
298.15
298.15
298.15
298

1.01325
1.01325
1.01325

[ e N = e e = = T = =

[ERN

1.01325
1.01325
1.01325
1.01325
1.01325
1.01325
1.01325

1.01325
1.01325
1.01325
1.01325
1.01325
1.01325
1.01325
1.01325
1.01325

0.999
0.996
0.999

0.9967
0.9958

0.995
0.994
0.98
0.979
0.997

0.99945
0.9769
0.9984

0.99586

0.99714

0.99846

0.972
0.999
0.996

0.997

2
0.8
2.2

2.1048
2.0963
2.3
2.2
3.6
2.6
2.1
2.44
2.54
5.5
2.78
2.3
2.88
2.16
4.42
2.78
43
2.53
2.28

4.1

0.8
1.2
2.2
2.27
2.32
1.98
1.7

N/A
N/A
N/A

N/A
N/A
N/A
N/A
0.5

0.1

0.1

N/A
N/A
N/A
N/A
0.02
N/A
0.01
0.03
0.02
0.02
0.01
0.02

N/A
N/A
N/A
0.1
0.3
N/A
N/A
N/A
N/A

No
No
No

No
No
Yes
Yes
No
No
No
No
No
No
No
No
Yes
No
No
No
No
No
No

No
No
No
No
No
Yes
Yes
Yes

No

1000 COS/G2
1000 COs/D
1000 COS/D2
500 TIP4P/2005
500 TIP4P/e
TL6P
TL6PSk
2000 SPC
2000 SPC/E
2000 TIP4P/2005
TIP4P-Ew
SPC/E
TIP3P
TIP5P
OPC
125/216/343 fm-TIP4P/F-TPSS-D3
ELBA
SPC
SPC/E
TIP3P-Ew
TIP4P-Ew
TIP4P/2005
1000 SPC
1000 C0S/G2
1000 COS/D
256 MB-pol
256 MB-pol
500 E3B2
500 TIP4P/2005
500 E3B3

Mie (8-6) CGW1-vle

77
104
146

80
147
148
148
178

13

80

75

13

183
150
151
121
178
13
200
75
80

178
195
104
201
201
202
80
159
160
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165
166

172

Mt
Moot
Mt
Tran et al.
Jiang et al.
Mt
Moot

Abbaspour et al.

2015
2015
2015
2016
2016
2016
2016
2018

298
298
298
300
298.15
298.15
298.15
300

1.01325
1.01325
1.01325
1.01325

1

1

1
1.01325

0.998
0.999

0.995

0.9966

7.4
3.8
5.8
2.24
242
2.04
2.1
2.61

N/A
N/A
N/A
Yes (Fig. 5)
0.01
0.05
0.01
N/A

No
No
No
Yes
Yes
Yes
Yes

No

512
512
512
512
500

Mie (8-6) CGW1-ift
CGW2
Mie (9-6)
SSMP
HBP
BK3
TIP4P/2005
HFD-Like potential

160
160
160
165
166
136
80

172
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TABLE SI-2. Available MD simulation data of the self-diffusion coefficient of water at other conditions. “Ref #” corresponds to the reference (see

Reference list at page 71) of the study reporting the self-diffusion coefficient value. “T”, “P”, and “p” correspond to the conditions at which the
simulations are performed. “SSE correction” indicates if the data are corrected for system size effects (see ref [76]). “H,O Ref #” lists the original

H,0 model development papers.

Ref

Authors

Rahman & Stillinger
ll____//____ll

Stillinger & Rahman
N[t
N[t
N[t

Impey et al.
N[t
M ][t
N[t
M ][t

Jansco et al.

Il____//____ll

Ferrario & Tani
Il____//____ll
ll____//____ll

Year

1971
1971

1974
1974
1974
1974

1982
1982
1982
1982
1982

1984
1984

1985
1985
1985

(K)

307.5
265

270.15
283.15
314.15
391.15

242
282
286
294
360

336.15
350.15

243.15
298.15
348.15

P
(bar)

60
370
1030

P
(g/cm’)

N N

T e

0.9718
1.346

0.985
0.983
0.978

D
(m?/s)
(x 10°)

4.2
1.50

1.3
1.9
4.3
8.4

0.50
1.81

212
2.3
5.1

2.4
2.7

0.8
45
7.6

Statistical

Error

N/A
N/A

N/A
N/A
N/A
N/A

0.08

0.07

0.15
0.2
0.2

0.15
0.2

N/A
N/A
N/A

SSE

correction

No
No

No
No
No
No

No
No
No
No
No

No
No

No
No
No

Number
of Hzo

molecules

216
216

216
216
216
216

125
125
125
125
125

200
200

343
343
343

H,0

force field

BNS (modified)
BNS (modified)

ST2
ST2
ST2
ST2

MCY
MCY
MCY
MCY
MCY

BJH
BJH

TIP4P
TIP4P
TIP4P

H,0
Ref
#

N NN NN

175
175
175
175
175

203
203
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12

14

23

24

Anderson et al.

Il____//____ll
||____//____||

Reddy & Berkowitz
N[t
Meef [t
N[t
N[t
N[t

Barrat & McDonald
N[t
N[t
N[t
N[t
N[t

Brodholt & Wood
Ty
-
Ty
Ty
Ty
Oy
Ty
Oy
Oy
Ty
Ny

1987
1987
1987

1987
1987
1987
1987
1987
1987

1990
1990
1990
1990
1990
1990

1990
1990
1990
1990
1990
1990
1990
1990
1990
1990
1990
1990

259
300
350

268
268
268
298
298
298

270
270
270
300
300
300

300.91
338.70
373.60
436.74
498.99
670.94
717.70
862.12
1250.00
1849.40
2344.10
1996.00

1500
1000
-200
2000
1500
200

470
1240
1610
3000
4070
7780
9020
11800
20000
30900
38200
302600

0.999
1.083
1.149
0.999
1.083
1.149

[ N N = T = = T = = SR =

=
©

0.76
2.54
5.60

1.36
1.47
1.27
2.96
2.88
2.38

2.3
11
1.7
4.5
2.4
3.0

3.2
4.63
7.86
11.9
15.8
20.8
223
28.8
38.9
44.2
69.5
3.79

N/A
N/A
N/A

N/A
N/A
N/A
N/A
N/A
N/A

0.2
0.1
0.2
0.5
0.2
0.3

N/A
N/A
N/A
N/A
N/A
N/A
N/A
N/A
N/A
N/A
N/A
N/A

No
No
No

No
No
No
No
No
No

No
No
No
No
No
No

No
No
No
No
No
No
No
No
No
No
No
No

125
125
125

216
216
216
216
216
216

N/A
N/A
N/A
N/A
N/A
N/A

108
108
108
108
108
108
108
108
108
108
108
108

SPC modif. (flex.)
SPC modif. (flex.)
SPC modif. (flex.)

TIP4P
TIP4P
TIP4P
TIP4P
TIP4P
TIP4P

SPC-type; R1 (rigid)
SPC-type; R2 (rigid)
SPC-type; F (flex)
SPC-type; R1 (rigid)
SPC-type; R2 (rigid)
SPC-type; F (flex)

TIP4P
TIP4P
TIP4P
TIP4P
TIP4P
TIP4P
TIP4P
TIP4P
TIP4P
TIP4P
TIP4P
TIP4P

(o) I <) N « ) @ ) N ) I )}

23
23
23
23

a o O oo o o o OO oo o o O

15



25

32

33

37

38

Frattini et al.
N[t
Meef [t
N[t
N[t

Sciortino et al.

o]
o]
eef e
o]
eef e

eef e
o]
eef e
o]

Guissani & Guillot
Ny
Ry
Ty
-
Oy
Oy
Ty
Oy

Padro et al.

Il____//____ll

Baez & Clancy
ll____//____ll

1990
1990
1990
1990
1990

1992
1992
1992
1992
1992
1992

1992
1992
1992
1992

1993
1993
1993
1993
1993
1993
1993
1993
1993

1994
1994

1994
1994

256
275
310
347
383

273
273
273
273
273
273

235
235
235
235

300
373
473
570
610
620
630
640
652

298
523

3283
307.4

1

0.75
0.80
0.85
0.90
0.95
1.00

0.835

0.886

0.950
1.00

VLE
VLE
VLE
VLE
VLE
VLE
VLE
VLE
VLE

0.75

0.9872
1.0013

1.09
1.85
3.92
6.83
8.71

0.281
0.212
0.331
0.843
1.146
1.647

0.007
0.008
0.054
0.145

2.6
7.9
19.6
34.7
53.6
54.1
65.6
71.7
106.0

2.5
2.6

3.57
251

N/A
N/A
N/A
N/A
N/A

N/A
N/A
N/A
N/A
N/A
N/A

N/A
N/A
N/A
N/A

0.1
N/A
N/A
N/A
N/A
N/A
N/A
N/A
N/A

N/A
N/A

2.9E-01
2.2E-01

No
No
No
No
No

No
No
No
No
No
No

No
No
No
No

No
No
No
No
No
No
No
No
No

No
No

No
No

108
108
256
108
108

216
216
216
216
216
216

216
216
216
216

256
256
256
256
256
256
256
256
256

216
216

360
360

TIP4P
TIP4P
TIP4P
TIP4P
TIP4P

ST2
ST2
ST2
ST2
ST2
ST2

ST2
ST2
ST2
ST2

SPC/E
SPC/E
SPC/E
SPC/E
SPC/E
SPC/E
SPC/E
SPC/E
SPC/E

SPC (flex)
SPC (flex)

SPC/E
SPC/E

N N N NN NN a OO o o O

N N NN

13
13
13
13
13
13
13
13
13

178
178

13
13
16



o
o
o
o

41 Duan et al.
N[t
N[t
N[t

42 Mountain

||____//____||
u____//____u

u____//____u
u____//____u
||____//____||

43 Brodholt et al.
ll____//____ll
Il____//____ll

Il____//____ll
Il____//____ll
u____//____u

44 Svishchev et al.

1994
1994
1994
1994
1994
1994
1994
1994
1994

1995
1995
1995
1995

1995
1995
1995

1995
1995
1995

1995
1995
1995

1995

1995

1995

1996

282.2
261.2
250.2
240.4
229.9
220.6
209.5
200.2
190.3

307.15
373.15
473.15
513.15

303
579
678

297
575
667

298.15
573.15
573.15

298.15

573.15

573.15

263

1.0160
1.0217
1.0251
1.0262
1.0267
1.0251
1.0237
1.0185

L N e e N = T =

1.0097

21
2083
3109

0.997
0.720
0.660

490

890
1400

0.712
0.921

0.712
0.921

0.9981

1.51
1.08
0.586
0.501
0.311
0.164
5.50E-02
1.65E-02
1.14E-03

3.06
7.66
12.7
14.5

2.7
34
46

2.5
34
45

2.3
233
12.5

23

19.5

11.8

0.95

1.1E-01
1.9e-01
7.6E-02
6.9E-02
4.8E-02
3.2E-02
2.1E-03
7.2E-04
2.1E-05

N/A
N/A
N/A
N/A

N/A
N/A
N/A

N/A
N/A
N/A

N/A
N/A
N/A

N/A
N/A

N/A

2%

No
No
No
No
No
No
No
No
No

No
No
No
No

No
No
No

No
No
No

No
No
No

No

No

No

No

360
360
360
360
360
360
360
360
360

256
256
256
256

216
216
216

216
216
216

256
256
256

256

256

256

256

SPC/E
SPC/E
SPC/E
SPC/E
SPC/E
SPC/E
SPC/E
SPC/E
SPC/E

RWK?2
RWK2
RWK2
RWK?2

RPOL
RPOL
RPOL

ST2
ST2
ST2

TIP4P-Polarizable
TIP4P-Polarizable
TIP4P-Polarizable

SPC/E
SPC/E

SPC/E

PPC

13
13
13
13
13
13
13
13
13

181
181
181
181

180
180
180

43
43
43

13

13

13

44
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45
46

47

48

50

Gallo et al.
N[t
Meef [t
N[t
N[t
N[t
N[t

Taylor et al.

o
o
o
o
o

Bagchi et al.

o
o
o
o
o fo
o
o fo

Levitt et al.

Il____//____ll
u____//____u

1996
1996
1996
1996

1996
1996
1996
1996
1996
1996
1996

1996
1996
1996
1996
1996
1996

1997
1997
1997
1997
1997
1997
1997
1997

1997
1997
1997

298
373
473
573

284.5
258.5
238.2
224.0
213.6
209.3
206.3

268
283
298
323
348
373

277.2
277.2
277.2
277.2
277.2
277.2
277.2
277.2

273
298
323

1209
2428
3236
3993
6574
8637
12156

0.9970
0.9583
0.8647
0.7123

0.984
0.986
0.987
0.984
0.977
0.970
0.966

N = S S N L

0.999
0.997
0.988

2.6
9.6
18.8
33.2

1.3000
0.5200
0.1400
0.0440
0.0110
0.0051
0.0018

1.69
2.17
3.02
4.56
5.64
7.74

1.60
1.63
1.64
1.55
1.57
1.42
1.23
1.01

1.6
24
3.2

2%
2%
2%
2%

0.1
5.0E-02
1.0E-02
4.0E-03
4.0E-03
9.0E-04
1.1E-03

N/A
N/A
N/A
N/A
N/A
N/A

0.08
0.07
0.08
0.03
0.08
0.05
0.05
0.04

N/A
0.23
N/A

No
No
No
No

No
No
No
No
No
No
No

No
No
No
No
No
No

No
No
No
No
No
No
No
No

(see ref)
(see ref)

(see ref)

256
256
256
256

216
216
216
216
216
216
216

526
526
526
526
526
526

512
512
512
512
512
512
512
512

216
216
216

PPC
PPC
PPC
PPC

SPC/E
SPC/E
SPC/E
SPC/E
SPC/E
SPC/E
SPC/E

SPC/E
SPC/E
SPC/E
SPC/E
SPC/E
SPC/E

SPC/E
SPC/E
SPC/E
SPC/E
SPC/E
SPC/E
SPC/E
SPC/E

F3C
F3C
F3C

44
44
44
44

13
13
13
13
13
13
13

13
13
13
13
13
13

13
13
13
13
13
13
13
13

50
50
50

18



53

Il____//____ll
n____//____n
Il____//____ll

Starr et al.

o
o
o
o
o
o
o
o
o
o
o
o
o
o
o

u____//____u
Il____//____ll
u____//____u

1997
1997
1997
1997
1997
1997
1997
1997

1999
1999
1999
1999
1999
1999
1999
1999
1999
1999
1999
1999
1999
1999
1999
1999
1999
1999
1999
1999
1999
1999
1999

348
373
398
423
448
473
498
573

190
200
210
210
210
210
210
210
210
210
220
220
220
220
220
220
220
220
220
230
230
230
230

0.975
0.958
0.939
0.916
0.890
0.861
0.829
0.717

1.00
1.00
0.90
0.95
1.00
1.05
1.10
1.20
1.30
1.40
0.95
1.00
1.05
1.10
1.15
1.20
1.25
1.30
1.40
0.95
1.00
1.05
1.10

4.2
6.6
7.1
9.8
12.4
16.1
19.1
33.8

2.40E-04
1.50E-03
2.92E-03
1.93E-03
1.03E-02
2.27E-02
3.17E-02
3.04E-02
8.71E-03
4.90E-04
1.68E-02
3.89E-02
5.58E-02
8.47E-02
9.18E-02
8.01E-02
5.94E-02
2.63E-02
1.69E-03
6.25E-02
0.103
0.134
0.177

N/A
N/A
N/A
N/A
N/A
N/A
N/A
N/A

4E-06
4E-05
4E-05
4E-05
4E-04
4E-04
4E-04
4E-04
4E-05
4E-06
4E-04
4E-04
4E-04
4E-04
4E-04
4E-04
4E-04
4E-04
4E-05
4E-04
4E-03
4E-03
4E-03

(see ref)
(see ref)
(see ref)
(see ref)
(see ref)
(see ref)
(see ref)

(see ref)

No
No
No
No
No
No
No
No
No
No
No
No
No
No
No
No
No
No
No
No
No
No
No

216
216
216
216
216
216
216
216

216
216
216
216
216
216
216
216
216
216
216
216
216
216
216
216
216
216
216
216
216
216
216

F3C
F3C
F3C
F3C
F3C
F3C
F3C
F3C

SPC/E
SPC/E
SPC/E
SPC/E
SPC/E
SPC/E
SPC/E
SPC/E
SPC/E
SPC/E
SPC/E
SPC/E
SPC/E
SPC/E
SPC/E
SPC/E
SPC/E
SPC/E
SPC/E
SPC/E
SPC/E
SPC/E
SPC/E

50
50
50
50
50
50
50
50

13
13
13
13
13
13
13
13
13
13
13
13
13
13
13
13
13
13
13
13
13
13
13
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o
o
o
o

o
o
o
o

o
o
o
o

u____//____u

u____//____u

1999
1999
1999
1999
1999
1999
1999
1999
1999
1999
1999
1999
1999
1999
1999
1999
1999
1999
1999
1999
1999
1999
1999
1999
1999
1999
1999
1999
1999
1999

1999

230
230
230
240
240
240
240
240
240
240
260
260
260
260
260
260
260
300
300
300
300
300
300
300
350
350
350
350
350
350

190

1.20
1.30
1.40
0.95
1.00
1.05
1.10
1.20
1.30
1.40
0.95
1.00
1.05
1.10
1.20
1.30
1.40
0.95
1.00
1.05
1.10
1.20
1.30
1.40
0.90
1.00
1.10
1.20
1.30
1.40

1.00

0.159
6.72E-02
1.12E-02

0.141

0.187

0.244

0.270

0.237

0.135
2.49E-02

0.504

0.608

0.591

0.588

0.574

0.354

0.139

1.99
2.00
1.83
1.82
1.53
1.12
0.495
6.11
4.97
3.81
2.70
1.80
1.39

2.40E-04

4E-03
4E-04
4E-04
4E-03
4E-03
4E-03
4E-03
4E-03
4E-03
4E-04
4E-03
4E-03
4E-03
4E-03
4E-03
4E-03
4E-03
4E-02
4E-02
4E-02
4E-02
4E-02
4E-02
4E-03
4E-02
4E-02
4E-02
4E-02
4E-02
4E-02

4E-06

No
No
No
No
No
No
No
No
No
No
No
No
No
No
No
No
No
No
No
No
No
No
No
No
No
No
No
No
No
No

No

216
216
216
216
216
216
216
216
216
216
216
216
216
216
216
216
216
216
216
216
216
216
216
216
216
216
216
216
216
216

216

SPC/E
SPC/E
SPC/E
SPC/E
SPC/E
SPC/E
SPC/E
SPC/E
SPC/E
SPC/E
SPC/E
SPC/E
SPC/E
SPC/E
SPC/E
SPC/E
SPC/E
SPC/E
SPC/E
SPC/E
SPC/E
SPC/E
SPC/E
SPC/E
SPC/E
SPC/E
SPC/E
SPC/E
SPC/E
SPC/E

SPC/E

13
13
13
13
13
13
13
13
13
13
13
13
13
13
13
13
13
13
13
13
13
13
13
13
13
13
13
13
13
13

13
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61

57

Il____//____ll
||____//____||
Il____//____ll

Svishchev & Zassetsky
N[t
N[t
N[t

Guillot & Guissani
N[t
N[t
N[t
N[t
N[t

o
o
o
o

Mahoney & Jorgensen
Ty
Ty
Y-
Ty
Y-

1999
1999
1999
1999
1999
1999
1999
1999

2000
2000
2000
2000

2001
2001
2001
2001
2001
2001

2001
2001
2001
2001

2001
2001
2001
2001
2001
2001

200
210
220
230
240
260
300
350

238
263
298
473

254.61
297.09
304.37
377.18
481.55
678.16

673
673
673
673

298.15
298.15
298.15
298.15
298.15
298.15

1.01325
506.625
1013.25
1519.875
2026.5
3039.75

1.00
1.00
1.00
1.00
1.00
1.00
1.00
1.00

0.997
0.997
0.997
0.997
0.997
0.997

0.10
0.30
0.66
0.99

0.999
1.026
1.053
1.072
1.092
1.128

1.50E-03
1.03E-02
3.89E-02
0.103
0.187
0.608
2.00
4.97

0.24
0.72
2.15
21.7

0.59
2.52
2.90
6.93
13.62
22.39

291.18
109.41
45.88
21.18

2.62
2.65
2.66
2.60
2.63
2.67

4E-05
4E-04
4E-04
4E-03
4E-03
4E-03
4E-02
4E-02

N/A
N/A
N/A
N/A

N/A
N/A
N/A
N/A
N/A
N/A

N/A
N/A
N/A
N/A

0.04
0.05
0.05
0.04
0.05
0.05

No
No
No
No
No
No
No
No

No
No
No
No

No
No
No
No
No
No

No
No
No
No

No
No
No
No
No
No

216
216
216
216
216
216
216
216

256
256
256
256

256
256
256
256
256
256

256
256
256
256

267
267
267
267
267
267

SPC/E
SPC/E
SPC/E
SPC/E
SPC/E
SPC/E
SPC/E
SPC/E

PPC
PPC
PPC
PPC

DEC
DEC
DEC
DEC
DEC
DEC

DEC
DEC
DEC
DEC

TIP5P
TIP5P
TIP5P
TIP5P
TIP5P
TIP5P

13
13
13
13
13
13
13
13

44
44
44
44

61
61
61
61
61
61

61
61
61
61

183
183
183
183
183
183
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o
o
o
o

||____//____||
u____//____u

Errington & Debenedetti
N[t
N[t
N[t
N[t
N[t
N[t
N[t
N[t
M ][t

o ffo
o fo
o
o
o

2001
2001
2001
2001
2001
2001
2001
2001
2001
2001
2001
2001
2001
2001
2001

2001
2001
2001
2001
2001
2001
2001
2001
2001
2001

2001
2001
2001
2001
2001

348.15
348.15
348.15
348.15
348.15
348.15
248.15
260.65
273.15
285.65
298.15
310.65
323.15
335.65
348.15

400
400
400
400
400
400
400
400
400
400

350
350
350
350
350

1.01325
506.625
1013.25
1519.875
2026.5
3039.75
1.01325
1.01325
1.01325
1.01325
1.01325
1.01325
1.01325
1.01325
1.01325

0.951
0.985
1.011
1.034
1.055
1.091
0.981
0.988
1.007
1.005
0.999
0.989
0.978
0.967
0.951

0.85
0.90
0.95
1.00
1.05
1.10
1.15
1.20
1.25
1.30

0.85
0.90
0.95
1.00
1.05

6.78
6.97
6.71
6.38
6.33
5.89
0.14
0.43
1.01
1.87
2.62
3.70
4.74
6.33
6.78

12.085
9.561
9.515
8.519
7.361
7.072
6.444
5.375
4.728
3.808

6.871
6.260
5.704
5.778
4.906

0.10
0.14
0.09
0.09
0.12
0.11
0.02
0.03
0.02
0.08
0.04
0.09
0.08
0.07
0.10

N/A
N/A
N/A
N/A
N/A
N/A
N/A
N/A
N/A
N/A

N/A
N/A
N/A
N/A
N/A

No
No
No
No
No
No
No
No
No
No
No
No
No
No
No

No
No
No
No
No
No
No
No
No
No

No
No
No
No
No

267
267
267
267
267
267
267
267
267
267
267
267
267
267
267

256
256
256
256
256
256
256
256
256
256

256
256
256
256
256

TIP5P
TIP5P
TIP5P
TIP5P
TIP5P
TIP5P
TIP5P
TIP5P
TIP5P
TIPSP
TIP5P
TIPSP
TIPSP
TIP5P
TIPSP

SPC/E
SPC/E
SPC/E
SPC/E
SPC/E
SPC/E
SPC/E
SPC/E
SPC/E
SPC/E

SPC/E
SPC/E
SPC/E
SPC/E
SPC/E

183
183
183
183
183
183
183
183
183
183
183
183
183
183
183

13
13
13
13
13
13
13
13
13
13

13
13
13
13
13
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o
o
o
o

e
e
o ffn
e

2001
2001
2001
2001
2001

2001
2001
2001
2001
2001
2001
2001
2001
2001
2001

2001
2001
2001
2001
2001
2001
2001
2001
2001
2001

2001
2001
2001
2001

350
350
350
350
350

320
320
320
320
320
320
320
320
320
320

300
300
300
300
300
300
300
300
300
300

280
280
280
280

1.10
1.15
1.20
1.25
1.30

0.85
0.90
0.95
1.00
1.05
1.10
1.15
1.20
1.25
1.30

0.85
0.90
0.95
1.00
1.05
1.10
1.15
1.20
1.25
1.30

0.85
0.90
0.95
1.00

4.165
3.932
3.583
3.042
2.493

4.341
4.397
3.604
3.525
3.327
3.140
2.861
2.749
2.175
1.751

3.217
2.830
2.489
2.350
2.465
2.453
2.047
1.832
1.583
1.418

1.766
1.473
1.466
1.539

N/A
N/A
N/A
N/A
N/A

N/A
N/A
N/A
N/A
N/A
N/A
N/A
N/A
N/A
N/A

N/A
N/A
N/A
N/A
N/A
N/A
N/A
N/A
N/A
N/A

N/A
N/A
N/A
N/A

No
No
No
No
No

No
No
No
No
No
No
No
No
No
No

No
No
No
No
No
No
No
No
No
No

No
No
No
No

256
256
256
256
256

256
256
256
256
256
256
256
256
256
256

256
256
256
256
256
256
256
256
256
256

256
256
256
256

SPC/E
SPC/E
SPC/E
SPC/E
SPC/E

SPC/E
SPC/E
SPC/E
SPC/E
SPC/E
SPC/E
SPC/E
SPC/E
SPC/E
SPC/E

SPC/E
SPC/E
SPC/E
SPC/E
SPC/E
SPC/E
SPC/E
SPC/E
SPC/E
SPC/E

SPC/E
SPC/E
SPC/E
SPC/E

13
13
13
13
13

13
13
13
13
13
13
13
13
13
13

13
13
13
13
13
13
13
13
13
13

13
13
13
13
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o
o
o

o
o
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o

u____//____u
Il____//____ll
||____//____||

2001
2001
2001
2001
2001
2001

2001
2001
2001
2001
2001
2001
2001
2001
2001
2001

2001
2001
2001
2001
2001
2001
2001
2001
2001
2001

2001
2001
2001

280
280
280
280
280
280

260
260
260
260
260
260
260
260
260
260

240
240
240
240
240
240
240
240
240
240

220
220
220

1.05
1.10
1.15
1.20
1.25
1.30

0.85
0.90
0.95
1.00
1.05
1.10
1.15
1.20
1.25
1.30

0.85
0.90
0.95
1.00
1.05
1.10
1.15
1.20
1.25
1.30

0.85
0.90
0.95

1.614
1.471
1.438
1.200
1.113
0.880

0.872
0.754
0.750
0.844
0.902
0.980
1.047
0.874
0.691
0.537

0.287
0.231
0.247
0.369
0.478
0.493
0.465
0.447
0.366
0.285

0.043
0.032
0.045

N/A
N/A
N/A
N/A
N/A
N/A

N/A
N/A
N/A
N/A
N/A
N/A
N/A
N/A
N/A
N/A

N/A
N/A
N/A
N/A
N/A
N/A
N/A
N/A
N/A
N/A

N/A
N/A
N/A

No
No
No
No
No
No

No
No
No
No
No
No
No
No
No
No

No
No
No
No
No
No
No
No
No
No

No
No
No

256
256
256
256
256
256

256
256
256
256
256
256
256
256
256
256

256
256
256
256
256
256
256
256
256
256

256
256
256

SPC/E
SPC/E
SPC/E
SPC/E
SPC/E
SPC/E

SPC/E
SPC/E
SPC/E
SPC/E
SPC/E
SPC/E
SPC/E
SPC/E
SPC/E
SPC/E

SPC/E
SPC/E
SPC/E
SPC/E
SPC/E
SPC/E
SPC/E
SPC/E
SPC/E
SPC/E

SPC/E
SPC/E
SPC/E

13
13
13
13
13
13

13
13
13
13
13
13
13
13
13
13

13
13
13
13
13
13
13
13
13
13

13
13
13
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64

71

66

Il____//____ll
||____//____||

Guo et al.
N[t
N[t
N[t
N[t

English & MacElroy
N[t
N[t
N[t

o
o
o
o

Nieto-Draghi et al.
M ][t
N[t
M ][t
M ][t

Il____//____ll
||____//____||

2001
2001
2001
2001
2001
2001
2001

2002
2002
2002
2002
2002

2003
2003
2003
2003

2003
2003
2003
2003

2003
2003
2003
2003
2003

2003
2003

220
220
220
220
220
220
220

303.8
273.5
253.5
232.5
212.5

260
298
350
400

260
298
350
400

275.05

447.75

673.97

951.79
1251.41

275.12
298.12

1.00
1.05
1.10
1.15
1.20
1.25
1.30

0.999
1.011
1.015
1.014
1.004

1.002
0.997
0.965
0.920

0.999
0.996
0.961
0.912

0.995
0.995
0.995
0.995
0.995

0.995
0.995

0.096
0.163
0.180
0.222
0.206
0.154
0.102

2.63

1.27
0.668
0.235
0.049

0.83
2.3
6.1

10.5

0.34
2.1
6.3

133

1.8903
16.0616
24.6765
32.2135
38.7636

2.5231
3.0361

N/A
N/A
N/A
N/A
N/A
N/A
N/A

6E-02
3E-02
2E-02
8E-03
4E-03

N/A
N/A
N/A
N/A

N/A
N/A
N/A
N/A

N/A
N/A
N/A
N/A
N/A

N/A
N/A

No
No
No
No
No
No
No

No
No
No
No
No

No
No
No
No

No
No
No
No

No
No
No
No
No

No
No

256
256
256
256
256
256
256

256
256
256
256
256

500
500
500
500

500
500
500
500

256
256
256
256
256

256
256

SPC/E
SPC/E
SPC/E
SPC/E
SPC/E
SPC/E
SPC/E

SPC/E
SPC/E
SPC/E
SPC/E
SPC/E

F-SPC
F-SPC
F-SPC
F-SPC

TIP4P-FQ
TIP4P-FQ
TIP4P-FQ
TIP4P-FQ

TIP5P
TIP5P
TIP5P
TIP5P
TIP5P

TIP4P
TIP4P

13
13
13
13
13
13
13

13
13
13
13
13

182
182
182
182

34
34
34
34

183
183
183
183
183

191
191
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2003
2003
2003
2003

2003
2003
2003
2003
2003
2003

2003
2003
2003
2003
2003
2003

2003
2003
2003
2003
2003
2003

2003
2003
2003
2003
2003
2003

448.87
673.95
954.07
1251.40

274.99
299.22
447.66
673.93
951.77
448.83

673
673
673
673
673
673

673
673
673
673
673
673

673
673
673
673
673
673

0.995
0.995
0.995
0.995

0.995
0.995
0.995
0.995
0.995
0.995

0.1005
0.2007
0.2990
0.5002
0.6612
0.9956

0.1005
0.2007
0.2990
0.5002
0.6612
0.9956

0.1005
0.2007
0.2990
0.5002
0.6612
0.9956

14.4801
23.0858
30.1370
36.8058

1.5138
2.5231
11.1746
21.2801
29.6940
12.4871

32.7354

17.6682

12.2422
7.3543
5.3363
2.4664

34,7982
18.1166
12.6457
7.5785
5.6951
2.2870

30.9417

16.5022

11.7040
7.3543
5.3812
2.3767

N/A
N/A
N/A
N/A

N/A
N/A
N/A
N/A
N/A
N/A

N/A
N/A
N/A
N/A
N/A
N/A

N/A
N/A
N/A
N/A
N/A
N/A

N/A
N/A
N/A
N/A
N/A
N/A

No
No
No
No

No
No
No
No
No
No

No
No
No
No
No
No

No
No
No
No
No
No

No
No
No
No
No
No

256
256
256
256

256
256
256
256
256
256

256
256
256
256
256
256

256
256
256
256
256
256

256
256
256
256
256
256

TIP4P
TIP4P
TIP4P
TIP4P

DEC
DEC
DEC
DEC
DEC
DEC

TIPSP
TIP5P
TIPSP
TIP5P
TIP5P
TIPSP

TIP4P
TIP4P
TIP4P
TIP4P
TIP4P
TIP4P

SPC/E
SPC/E
SPC/E
SPC/E
SPC/E
SPC/E

191
191
191
191

61
61
61
61
61
61

183
183
183
183
183
183

191
191
191
191
191
191

13
13
13
13
13
13
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Yamaguchi et al.
Ty
-
-
Ty
-
Ty

||____//____||
u____//____u
||____//____||

||____//____||
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u____//____u
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2003
2003
2003
2003
2003
2003
2003

2003
2003
2003
2003
2003
2003
2003

2003
2003
2003
2003
2003
2003
2003

2003
2003
2003
2003
2003
2003
2003

273
273
273
273
273
273
273

298
298
298
298
298
298
298

323
323
323
323
323
323
323

373
373
373
373
373
373
373

0.90
0.96
1.00
1.04
1.10
1.14
1.20

0.90
0.96
1.00
1.04
1.10
1.14
1.20

0.90
0.96
1.00
1.04
1.10
1.14
1.20

0.90
0.96
1.00
1.04
1.10
1.14
1.20

0.024
0.030
0.030
0.027
0.020
0.014
0.007

0.132
0.130
0.121
0.107
0.080
0.061
0.036

0.302
0.285
0.262
0.225
0.174
0.137
0.089

0.887
0.793
0.692
0.596
0.466
0.386
0.275

N/A
N/A
N/A
N/A
N/A
N/A
N/A

N/A
N/A
N/A
N/A
N/A
N/A
N/A

N/A
N/A
N/A
N/A
N/A
N/A
N/A

N/A
N/A
N/A
N/A
N/A
N/A
N/A

No
No
No
No
No
No
No

No
No
No
No
No
No
No

No
No
No
No
No
No
No

No
No
No
No
No
No
No

512
512
512
512
512
512
512

512
512
512
512
512
512
512

512
512
512
512
512
512
512

512
512
512
512
512
512
512

SPC/E
SPC/E
SPC/E
SPC/E
SPC/E
SPC/E
SPC/E

SPC/E
SPC/E
SPC/E
SPC/E
SPC/E
SPC/E
SPC/E

SPC/E
SPC/E
SPC/E
SPC/E
SPC/E
SPC/E
SPC/E

SPC/E
SPC/E
SPC/E
SPC/E
SPC/E
SPC/E
SPC/E

13
13
13
13
13
13
13

13
13
13
13
13
13
13

13
13
13
13
13
13
13

13
13
13
13
13
13
13
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Ren & Ponder
Meef [t
N[t
N[t
Meef [t
N[t
Meef [t
N[t
N[t
N[t

o
o
o
o
o

u____//____u
||____//____||
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Horn et al.
N[t
Meef [t
N[t

2004
2004
2004
2004
2004
2004
2004
2004
2004
2004

2004
2004
2004
2004
2004
2004
2004

2004
2004
2004

2004
2004
2004

2004
2004
2004
2004

255.912
260.685
260.685
265.061
273.547
277.26
285.481
298.343
323.138
348.199

248.221
260.685
273.68
277.26
298.343
323.271
348.066

298
298
298

348
348
348

235.1
272.2
297.4
321.6

1000
2000

1000
2000

1.01325
1.01325
1.01325
1.01325

0.9845
0.9996
0.9954
0.9843

0.218
0.322
0.322
0.541
0.792
0.854
1.292
1.939
3.380
5.228

0.198
0.510
0.959
1.105
2.106
3.599
5.688

1.9194
1.628
1.6493

5.1753
5.0403
4.6493

0.17
1.2
24
3.9

N/A
N/A
N/A
N/A
N/A
N/A
N/A
N/A
N/A
N/A

N/A
N/A
N/A
N/A
N/A
N/A
N/A

N/A
N/A
N/A

N/A
N/A
N/A

0.01
0.02
0.06
0.06

No
No
No
No
No
No
No
No
No
No

No
No
No
No
No
No
No

No
No
No

No
No
No

No
No
No
No

512
512
512
512
512
512
512
512
512
512

512
512
512
512
512
512
512

512
512
512

512
512
512

512
512
512
512

AMOEBA
AMOEBA
AMOEBA
AMOEBA
AMOEBA
AMOEBA
AMOEBA
AMOEBA
AMOEBA
AMOEBA

AMOEBA-v
AMOEBA-v
AMOEBA-v
AMOEBA-v
AMOEBA-v
AMOEBA-v
AMOEBA-v

AMOEBA
AMOEBA
AMOEBA

AMOEBA
AMOEBA
AMOEBA

TIP4P-Ew
TIP4P-Ew
TIP4P-Ew
TIP4P-Ew

78
78
78
78
78
78
78
78
78
78

78
78
78
78
78
78
78

78
78
78

78
78
78

75
75
75
75

28



77

81

Yu & Gunsteren
Meef [t
N[t
Meef [t
N[t
N[t
N[t
N[t

o
o
o
o
o
o
o

o
o
o
o

Xu et al.

Il____//____ll
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2004
2004
2004

2004
2004
2004
2004
2004
2004
2004
2004

2004
2004
2004
2004
2004
2004
2004

2004
2004
2004
2004
2004
2004
2004

2005
2005
2005

346.9
371.6
398.4

247.07
257.69
278.21
288.46
300.18
329.30
359.16
379.12

247.44
259.71
282.78
292.67
322.71
353.11
372.53

250.7326
262.6374
285.7143
295.6044
325.2747
355.3114
375.2747

239.72
249.44
259.97

1.01325
1.01325
1.01325

1.01325
1.01325
1.01325
1.01325
1.01325
1.01325
1.01325
1.01325

1.01325
1.01325
1.01325
1.01325
1.01325
1.01325
1.01325

1.01325
1.01325
1.01325
1.01325
1.01325
1.01325
1.01325

4000
4000
4000

0.9688
0.9492
0.9254

5.7
7.8
10.3

0.201
0.463
1.125
1.661
2.222
4.241
6.845
9.100

0.525
0.899
1.698
2.433
4.303
6.733
8.527

1.247
1.796
3.042
3.678
5.921
8.849
10.593

1.63E-01
3.17E-01
5.12E-01

0.04
0.1
0.1

N/A
N/A
N/A
N/A
N/A
N/A
N/A
N/A

N/A
N/A
N/A
N/A
N/A
N/A
N/A

N/A
N/A
N/A
N/A
N/A
N/A
N/A

N/A
N/A
N/A

No
No
No

No
No
No
No
No
No
No
No

No
No
No
No
No
No
No

No
No
No
No
No
No
No

No
No
No

512
512
512

1000
1000
1000
1000
1000
1000
1000
1000

1000
1000
1000
1000
1000
1000
1000

1000
1000
1000
1000
1000
1000
1000

512
512
512

TIP4P-Ew
TIP4P-Ew
TIP4P-Ew

C0OS/G2
C0OS/G2
C0OS/G2
C0OS/G2
C0OS/G2
C0S/G2
C0OS/G2
C0S/G2

COs/B2
C0s/B2
COs/B2
COs/B2
C0s/B2
COs/B2
C0s/B2

SPC
SPC
SPC
SPC
SPC
SPC
SPC

TIP5P
TIP5P
TIP5P

69
69
69
69
69
69
69

178
178
178
178
178
178
178

183
183
183
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2005
2005
2005

2005
2005
2005
2005
2005
2005
2005
2005
2005
2005

2005
2005
2005
2005
2005
2005
2005
2005
2005
2005

2005
2005
2005
2005
2005

279.66
299.62
319.31

219.75
229.88
234.25
239.72
249.44
259.61
280.08
299.62
319.86
349.53

219.75
229.88
239.41
245.79
249.77
259.61
278.81
298.17
319.86
350.19

4000
4000
4000

2000
2000
2000
2000
2000
2000
2000
2000
2000
2000

1000
1000
1000
1000
1000
1000
1000
1000
1000
1000

4000
3000
2000
1000

1.05E+00
1.80E+00
2.91E+00

5.82E-03
3.12E-02
5.46E-02
1.25E-01
2.63E-01
5.55E-01
1.17E+00
2.00E+00
3.32E+00
5.67E+00

1.28E-03
8.24E-03
3.21E-02
9.06E-02
1.96E-01
4.37E-01
1.30E+00
2.11E+00
3.60E+00
5.67E+00

see Fig. 4b
see Fig. 4b
see Fig. 4b
see Fig. 4b
see Fig. 4b

N/A
N/A
N/A

N/A
N/A
N/A
N/A
N/A
N/A
N/A
N/A
N/A
N/A

N/A
N/A
N/A
N/A
N/A
N/A
N/A
N/A
N/A
N/A

N/A
N/A
N/A
N/A
N/A

No
No
No

No
No
No
No
No
No
No
No
No
No

No
No
No
No
No
No
No
No
No
No

No
No
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No

512
512
512

512
512
512
512
512
512
512
512
512
512

512
512
512
512
512
512
512
512
512
512

1728
1728
1728
1728
1728

TIP5P
TIP5P
TIP5P

TIP5P
TIP5P
TIP5P
TIP5P
TIP5P
TIPSP
TIP5P
TIPSP
TIPSP
TIP5P

TIP5P
TIP5P
TIPSP
TIP5P
TIPSP
TIPSP
TIP5P
TIPSP
TIP5P
TIP5P

ST2
ST2
ST2
ST2
ST2

183
183
183

183
183
183
183
183
183
183
183
183
183

183
183
183
183
183
183
183
183
183
183
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Yoshida et al.
N[t
Meef [t
N[t
N[t
Meef [t
N[t
Meef [t
N[t
N[t
N[t
N[t
N[t
N[t
N[t
N[t

Donchev et al.
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2006
2006
2006
2006
2006
2006
2006
2006
2006
2006
2006
2006
2006
2006
2006
2006

2006
2006
2006
2006
2006
2006
2006
2006
2006

2006
2006
2006
2006
2006

473.15
473.15
473.15
473.15
573.15
573.15
573.15
573.15
573.15
573.15
673.15
673.15
673.15
673.15
673.15
673.15

250
260
273
280
290
298
310
320
363

250
260
273
280
290

0.001
0.002
0.005
0.01
0.001
0.002
0.005
0.01
0.05
0.1
0.001
0.002
0.005
0.01
0.05
0.1

2.31E-02
1.09E-02
4.43E-03
2.19E-03
2.91E-02
1.36E-02
5.40E-03
2.82E-03
5.52E-04
2.73E-04
3.48E-02
1.74E-02
6.72E-03
3.40E-03
6.64E-04
3.38E-04

0.1387
0.2709
0.4656
0.7085
0.9238
1.1875
1.6940
2.0617
4.1980

0.4366
0.7212
1.0406
1.2766
1.5959

2E-03
6E-04
2E-04
6E-05
2E-03
4E-04
1E-04
9E-05
2E-05
4E-06
1E-03
3E-04
2E-04
2E-04
1E-05
7E-06

N/A
N/A
N/A
N/A
N/A
N/A
N/A
N/A
N/A

N/A
N/A
N/A
N/A
N/A

No
No
No
No
No
No
No
No
No
No
No
No
No
No
No
No

No
No
No
No
No
No
No
No
No

No
No
No
No
No

256
256
256
256
256
256
256
256
256
256
256
256
256
256
256
256

256
256
256
256
256
256
256
256
256

256
256
256
256
256

TIP4P-FQ
TIP4P-FQ
TIP4P-FQ
TIP4P-FQ
TIP4P-FQ
TIP4P-FQ
TIP4P-FQ
TIP4P-FQ
TIP4P-FQ
TIP4P-FQ
TIP4P-FQ
TIP4P-FQ
TIP4P-FQ
TIP4P-FQ
TIP4P-FQ
TIP4P-FQ

QMPFF2
QMPFF2
QMPFF2
QMPFF2
QMPFF2
QMPFF2
QMPFF2
QMPFF2
QMPFF2

QMPFF2
QMPFF2
QMPFF2
QMPFF2
QMPFF2

34
34
34
34
34
34
34
34
34
34
34
34
34
34
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86
86
86
86
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86
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2006
2006
2006
2006

2006
2006
2006
2006
2006
2006
2006
2006
2006
2006

2006
2006
2006
2006
2006
2006
2006
2006
2006
2006

2006
2006
2006
2006
2006

298
310
320
363

300
300
300
300
300
300
300
300
300
300

280
280
280
280
280
280
280
280
280
280

260
260
260
260
260

0.85
0.90
0.95
1.00
1.05
1.10
1.15
1.20
1.25
1.30

0.85
0.90
0.95
1.00
1.05
1.10
1.15
1.20
1.25
1.30

0.85
0.90
0.95
1.00
1.05

1.8457
2.4838
2.8931
5.2165

2.941
2.786
2.770
2.561
2.485
2.470
2.176
1.872
1.690
1.385

1.730
1.453
1.629
1.659
1.731
1.721
1.445
1.273
1.095
0.898

0.839
0.705
0.772
0.805
0.925

N/A
N/A
N/A
N/A

N/A
N/A
N/A
N/A
N/A
N/A
N/A
N/A
N/A
N/A

N/A
N/A
N/A
N/A
N/A
N/A
N/A
N/A
N/A
N/A

N/A
N/A
N/A
N/A
N/A

No
No
No
No

No
No
No
No
No
No
No
No
No
No

No
No
No
No
No
No
No
No
No
No

No
No
No
No
No

256
256
256
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500
500
500
500
500
500
500
500
500
500

500
500
500
500
500
500
500
500
500
500

500
500
500
500
500

QMPFF2
QMPFF2
QMPFF2
QMPFF2

SPC/E
SPC/E
SPC/E
SPC/E
SPC/E
SPC/E
SPC/E
SPC/E
SPC/E
SPC/E

SPC/E
SPC/E
SPC/E
SPC/E
SPC/E
SPC/E
SPC/E
SPC/E
SPC/E
SPC/E

SPC/E
SPC/E
SPC/E
SPC/E
SPC/E

86
86
86
86
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13
13
13
13
13
13
13
13
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13
13
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Hofmann et
N[t
Meef [t
N[t

al.

2006
2006
2006
2006
2006

2006
2006
2006
2006
2006
2006
2006
2006
2006
2006

2006
2006
2006
2006
2006
2006
2006
2006
2006
2006

2007
2007
2007
2007

260
260
260
260
260

240
240
240
240
240
240
240
240
240
240

220
220
220
220
220
220
220
220
220
220

268
298
298
423

270

2100
100

1.10
1.15
1.20
1.25
1.30

0.85
0.90
0.95
1.00
1.05
1.10
1.15
1.20
1.25
1.30

0.85
0.90
0.95
1.00
1.05
1.10
1.15
1.20
1.25
1.30

1.09
1.06
1.12
0.92

1.012
0.936
0.931
0.709
0.554

0.284
0.222
0.267
0.322
0.438
0.479
0.538
0.400
0.370
0.303

0.047
0.024
0.041
0.076
0.163
0.162
0.186
0.168
0.125
0.089

0.61
1.42
131
9.97

N/A
N/A
N/A
N/A
N/A

N/A
N/A
N/A
N/A
N/A
N/A
N/A
N/A
N/A
N/A

N/A
N/A
N/A
N/A
N/A
N/A
N/A
N/A
N/A
N/A

N/A
N/A
N/A
N/A

No
No
No
No
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No
No
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No
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No

No
No
No
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500
500
500
500
500

500
500
500
500
500
500
500
500
500
500

500
500
500
500
500
500
500
500
500
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SPC/E
SPC/E
SPC/E
SPC/E
SPC/E

SPC/E
SPC/E
SPC/E
SPC/E
SPC/E
SPC/E
SPC/E
SPC/E
SPC/E
SPC/E

SPC/E
SPC/E
SPC/E
SPC/E
SPC/E
SPC/E
SPC/E
SPC/E
SPC/E
SPC/E

Hofmann et al.
Hofmann et al.
Hofmann et al.

Hofmann et al.

13
13
13
13
13

13
13
13
13
13
13
13
13
13
13

13
13
13
13
13
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2007
2007
2007
2007
2007
2007
2007
2007
2007
2007

2007
2007
2007
2007
2007
2007
2007
2007
2007
2007

2007
2007
2007
2007
2007
2007
2007
2007
2007

673.15
673.15
673.15
673.15
673.15
673.15
673.15
673.15
673.15
673.15

220
230
240
250
260
270
280
290
300
320

230
240
250
260
270
280
290
300
320

SC
SC
SC
SC
SC
SC
SC
SC
SC
SC

2000
2000
2000
2000
2000
2000
2000
2000
2000
2000

1000
1000
1000
1000
1000
1000
1000
1000
1000

0.01
0.00
0.04
0.09
0.19
0.39
0.59
0.99
1.19
1.49

2523.56
6608.27
731.62
347.48
181.13
92.44
58.12
26.96
14.52
4.60

5.95E-03
3.28E-02
1.45E-01
2.83E-01
5.52E-01
6.90E-01
1.35E+00
1.68E+00
2.10E+00
4.10E+00

5.12E-03
4.10E-02
1.81E-01
4.42E-01
6.90E-01
1.16E+00
1.68E+00
2.10E+00
3.81E+00

N/A
N/A
N/A
N/A
N/A
N/A
N/A
N/A
N/A
N/A

N/A
N/A
N/A
N/A
N/A
N/A
N/A
N/A
N/A
N/A

N/A
N/A
N/A
N/A
N/A
N/A
N/A
N/A
N/A

No
No
No
No
No
No
No
No
No
No

No
No
No
No
No
No
No
No
No
No

No
No
No
No
No
No
No
No
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1000
1000
1000
1000
1000
1000
1000
1000
1000
1000

512
512
512
512
512
512
512
512
512
512

512
512
512
512
512
512
512
512
512

TIP4P
TIP4P
TIP4P
TIP4P
TIP4P
TIP4P
TIP4P
TIP4P
TIP4P
TIP4P

TIPSP
TIP5P
TIPSP
TIP5P
TIP5P
TIPSP
TIP5P
TIPSP
TIPSP
TIP5P

TIP5P
TIP5P
TIP5P
TIP5P
TIP5P
TIP5P
TIP5P
TIP5P
TIP5P

191
191
191
191
191
191
191
191
191
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183
183
183
183
183
183
183
183
183
183

183
183
183
183
183
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Yoshida et al
N[t
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Yoshida et al.
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Ty
Ty
-
Ty
Ty
Ty
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Ty
Oy
Oy
Ty
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Ty

2007
2007
2007
2007
2007
2007
2007
2007
2007

2008
2008
2008
2008
2008

2008
2008
2008
2008
2008
2008
2008
2008
2008
2008
2008
2008
2008
2008
2008

230
240
250
260
270
280
290
300
320

303.15
373.15
473.15
573.15
673.15

303.15
313.15
323.15
333.15
343.15
353.15
363.15
373.15
383.15
393.15
403.15
413.15
423.15
433.15
443.15

O O O O O o o o o

VLE
VLE
VLE
VLE
VLE

VLE

0.99
0.96
0.86
0.70
0.59

0.997
0.992
0.988
0.982
0.976
0.97
0.963
0.955
0.947
0.939
0.93
0.921
0.911
0.901

3.54E-04
5.12E-03
7.43E-02
2.83E-01
5.12E-01
1.25E+00
1.45E+00
2.10E+00
3.28E+00

3.75
10.56
21.26
39.00
58.04

2.61
3.2
3.89
4.62
5.6
6.25
7.22
8.36
9.57
10.4
11.5
12.7
14.2
15.4
16.7

N/A
N/A
N/A
N/A
N/A
N/A
N/A
N/A
N/A

N/A
N/A
N/A
N/A
N/A

0.12
0.04
0.06
0.03
0.08
0.07
0.06
0.3
0.08
0.1
0.3
0.2
0.2
0.1
0.2

No
No
No
No
No
No
No
No
No

No
No
No
No
No

No
No
No
No
No
No
No
No
No
No
No
No
No
No
No
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512
512
512
512
512
512
512
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256
256
256
256
256

256
256
256
256
256
256
256
256
256
256
256
256
256
256
256

TIP5P
TIP5P
TIP5P
TIP5P
TIP5P
TIP5P
TIP5P
TIP5P
TIPSP

TIP4P
TIP4P
TIP4P
TIP4P
TIP4P

TIP4P
TIP4P
TIP4P
TIP4P
TIP4P
TIP4P
TIP4P
TIP4P
TIP4P
TIP4P
TIP4P
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Meeeef [ 2012 298.15 1500 1.35 N/A No 400 SPC/E 13

tomeef [ 2012 673.15 500 6.06 N/A No 400 SPC/E 13
toeeef [ 2012 673.15 1000 4.67 N/A No 400 SPC/E 13
129 Gallo & Rovere 2012 300 1.00 3.77 N/A No 256 (?) TIP4P 191
tomeef [ 2012 280 1.00 213 N/A No 256 (?) TIP4P 191
toeeef [ 2012 260 1.00 1.22 N/A No 256 (?) TIP4P 191
tomeef [ 2012 250 1.00 0.797 N/A No 256 (?) TIP4P 191
toeeef [ 2012 240 1.00 0.539 N/A No 256 (?) TIP4P 191
toeeef [ 2012 230 1.00 0.337 N/A No 256 (?) TIP4P 191
toeeef [ 2012 220 1.00 0.169 N/A No 256 (?) TIP4P 191
toeeef [ 2012 210 1.00 7.10E-02 N/A No 256 (?) TIP4P 191
toeeef [ 2012 200 1.00 2.60E-02 N/A No 256 (?) TIP4P 191
toeeef [ 2012 195 1.00 1.20E-02 N/A No 256 (?) TIP4P 191
toeeef [ 2012 190 1.00 6.40E-03 N/A No 256 (?) TIP4P 191
130 Rozmanov & Kusalik 2012 210 2.52E-03 N/A No 1000 TIP4P/2005 80
teeeef [ 2012 215 7.90E-03 N/A No 1000 TIP4P/2005 80
tomeef [ 2012 220 1.99E-02 N/A No 1000 TIP4P/2005 80
teeeef [ 2012 225 4.19E-02 N/A No 1000 TIP4P/2005 80
tomeef [ 2012 230 7.70E-02 N/A No 1000 TIP4P/2005 80
teeeef =" 2012 235 1.28E-01 N/A No 1000 TIP4P/2005 80
tomeef [ 2012 240 1.95E-01 N/A No 1000 TIP4P/2005 80
teeeef =" 2012 245 2.81E-01 N/A No 1000 TIP4P/2005 80
toeeef [ 2012 250 3.84E-01 N/A No 1000 TIP4P/2005 80
Meemef [ 2012 255 5.05E-01 N/A No 1000 TIP4P/2005 80
toeeef [ 2012 260 6.43E-01 N/A No 1000 TIP4P/2005 80
Meemef [ 2012 265 7.96E-01 N/A No 1000 TIP4P/2005 80
toeeef [ 2012 270 9.64E-01 N/A No 1000 TIP4P/2005 80
Meemef [ 2012 275 1.14E+00 N/A No 1000 TIP4P/2005 80
toeeef [ 2012 280 1.34E+00 N/A No 1000 TIP4P/2005 80
Meeeef [ 2012 285 1.54E+00 N/A No 1000 TIP4P/2005 80
fomeef[----" 2012 290 1.75E+00 N/A No 1000 TIP4P/2005 80

Meeeef [ 2012 295 1.96E+00 N/A No 1000 TIP4P/2005 80
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TABLE SI-3. Studies in which the self-diffusion coefficient of water confined by various materials has been calculated using MD simulations. Dpq,

stands for the parallel component of the self-diffusion coefficient, Dyerp stands for the perpendicular component of the self-diffusion coefficient,

D.s stands for the effective self-diffusion coefficient, Dpui stands for the bulk self-diffusion coefficient, and n stands for viscosity.
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References Year Journal vol. First T/K Dpar Dperp Dest Dpuik n Confining material H,O force field Method
page

Bellissent-Funel et 1995 Phys. Rev. E 51 4558 238-298 - - Yes No No vycor glass Lee & Rossky, 1994 EISF

al.

Smirnov & 1999 J. Phys. Chem. B 103 5266 300 - - Yes Yes No kaolinite (clay) SPC (Toukan & Green-Kubo

Bougeard Rahman, 1985)

Spohr et al. 1999 J. Mol. Liquids 80 165 298 Yes No No Yes No silica SPC/E Einstein

Ricci et al. 2000 J. Phys. Condens. 12 A345 298 Yes No No No No vycor glass SPC/E MSD

Matter
Marti & Gordillo 2002 Chem. Phys. Lett. 354 227 573,673, No No Yes Yes No carbon nanotubes Flex. SPC (Marti et VACF
773 al., 2004)

Beckstein & 2003 Proc. Nac. Acad. 100 7063 300 Yes Yes No Yes No L-J SPC Einstein
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