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Table 1. pV'T and dielectric properties of COS/D2 H,0, and comparison with SPC/E H,0 and experimental values.*

COS/D2 SPC/E Exp.f
p/ P/ Kr/ ap/ €0)| P/ K7/ ap/ €0)| P/ Kr/ op/ €(0)
g/ecm® | MPa  MPa! °C! MPa  MPa! °C! MPa  MPa'! °C!
300 °C
0.001 0.3 3.6 7.2e-4 1 0.3 52 2.3e-3 1 0.2 6.0 1.8e-3 1
0.05 9.6 1.6e-1 5.3e-3 1.3 6.8 2.9e-1 1.1e-2 1.6 8.6 - - -
0.1 13.7 — - 1.9 8.0 - - 2.3 8.6 - - -
0.2 13.9 - - 3.1 6.3 - - 39 8.6 — — —
0.3 12.2 — - 4.7 4.3 - - 5.7 8.6 - - -
04 10.7 - - 2.2 - - 8.4 8.6 - - -
0.5 7.4 — - 94 -1.1 - - 12.3 | 8.6 - - -
0.6 10.2 - - 133 2.9 - - 149 | 8.6 - - -

0.7 350 33e3 3.6e-3 169 | 321 29e3 3.0e-3 184 | 8.6 - - -
0.8 109 1.1le-3 1.7¢-3 206 | 112 1l.le-3 1.5e-3 23.0| 73.0 1.2e-3 1.6e-3 24.0
0.9 2609  S.le-4 99e-4 245 | 268 53e4 9.2e4 264 | 231 5.2e-4 9.2e-4 28.7
1.0 560 2.7e-4 6.6e-4 31.0| 539 3.0e-4 6.6e-4 315 518 2.7e-4 6.le-4 33.8
325 °C
0.001 0.3 3.5 7.0e-4 1 0.3 4.7 2.1e-3 1 0.2 6.0 1.7e-3 1
0.05 105 1.3e-1 43e3 13 79 21le-l1 8.0e-:3 1.6 | 10.1 1.6e-1 6.0e-3 1.4
0.1 160 1.4e-1 1l.le2 1.8 | 103 - - - -

22 | 12.0 -
0.2 19.2 - - 3.1 | 105 - - 39 | 12.0 — — —
0.3 18.8 - - 47 | 93 - - 6.0 | 12.0 - — -
0.4 18.1 - - 6.7 | 79 - - 85 | 12.0 — — —
0.5 18.6 - - 9.0 | 88 - - 11.5 | 12.0 - - -

0.6 272 95e3 75e3 11.6 | 193 8.1e-3 59e-3 14.1]| 12.0 - — —

0.7 59.6 2.7e-3 29e-3 139 | 563 2.5e3 2.6e-3 174 | 28,6  3.0e-3 3.0e-3 18.6
0.8 146  1.0e-3 1.5¢-3 195 | 145 1.0e-3 1.4e-3 214 | 107 1.1e-3 1.5e-3 22.7
0.9 317  4.8e-4 94e4 208 | 312 5.le-4 88e4 251 275 4.9¢-4 8.8e-4 27.3
1.0 622  2.6e-4 6.4e4 267 | 594 29e-4 63e4 28.1 | 573 2.7e-4 5.9¢-4 32.1
350 °C (= T, SPC/E)
0.001 0.3 3.4 6.9¢-4 1 0.3 4.3 1.9¢-3 1 0.2 6.0 1.6e-3 1

0.05 113 1.2e-1 383 13 89 1.7e-1 65¢3 1.5 | 11.1 1.3e-1 4.7e-3 1.3
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43e-4 T4e-4
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33 1.5e-3
1.0e-1  3.8e-3
7.4e-2  6.1e-3
5.8¢-2  9.5e-3
3.5e-2  8.3e-3
1.6e-2  5.5¢-3
7.1e-3  3.5e-3
32e-3  2.3e-3
1.5¢-3 1.5¢-3
7.5¢-4  1.0e-3
4.1e-4 T.1e-4
2.4e-4  53e-4
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* Entries marked by a dash (—) correspond to pV'T points characterized by two-phase (liquid+vapor) coexistence.
1 Calculated according to the IAPWS equations!»?
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