1Minnesota Solvent Descriptor DatabasePaul Winget, Derek M. Dolney, David J. Giesen, Christopher J. Cramer,and Donald G. Truhlarversion date: July 9, 1999; updated: June 6, 2010models1—14 15 (VEM42). The SM5.41,2 n, a, b, ge,34e requires n, , b, g, f, and , except for water, for which no solvent descriptors are required. The SM5.2R,7 SM5.42R, and SM5CR14 models require requires n, a, b, g, e, f, and y, except for water, which requires only e. The VEM42e.n

n20D

.a

a 2H�

.b

b 2H�

.gg = gm g g .efyn25

n25D

.

2 n 20D^{n, , b, g, e, fx1�A Universal Organic Solvation Model,� D. J. Giesen, M. Z. Gu, C. J. Cramer, and D. G. Truhlar, Journal of Organic Chemistry, 8720-8721 (1996).2J. Giesen, G. D. Hawkins, D. A. Liotard, C. J. Cramer, and D. G. Truhlar, Theoretical Chemistry Accounts , 85-109 (1997);erratum: , 309 (1999).3Hawkins, C. J. Cramer, and D. G. Truhlar, Journal of Physical Chemistry , 16385-16398 (1996).4�A Solvation Model for Chloroform Based on Class IV Atomic Charges,� D. J. Giesen, C. C. Chambers, C. J. Cramer, and D. G.Truhlar, Journal of Physical Chemistry B , 2061-2069 (1997).5Electrostatics,� G. D. Hawkins, C. J. Cramer, and D. G. Truhlar, Journal of Physical Chemistry B , 7147-7157 (1997).6�and D. G. Truhlar, Journal of Organic Chemistry , 4305-4313 (1998).}

37Cramer, and D. G. Truhlar, Journal of Physical Chemistry B , 3257-3271 (1998).8�Density Functional Solvation Model Based on CM2 Atomic Charges,� T. Zhu, J. Li, G. D. Hawkins, C. J. Cramer, and D. G.Truhlar, Journal of Chemical Physics , 9117-9133 (1998).9�Universal Reaction Field Model Based on Ab Initio Hartree-Fock Theory,� J. Li, G. D. Hawkins, C. J. Cramer, and D. G. Truhlar,Chemical Physics Letters , 293-298 (1998).10D. A. Liotard, C. J. Cramer, and D. G. Truhlar, Theoretical Chemistry Accounts, in press.1112Liotard, C. J. Cramer, and D. G. Truhlar, Journal of Chemical Physics , 5503-5513 (1999).13Hydrogen,� Y.-Y. Chuang, M. L. Radhakrishnan, P. L. Fast, C. J. Cramer, and D. G. Truhlar, Journal of Physical Chemistry ,4893-4909 (1999).14Liotard, C. J. Cramer, and D. G. Truhlar, Journal of Computational Chemistry, submitted.1516Winget, G. D. Hawkins, C. J. Cramer, and D. G. Truhlar, Journal of Physical Chemistry B, submitted.

ab0.00, 0.09caab0.13, 0.13caaab0.00, 0.19eaaf0.10, 0.17caa0.10, 0.11eaah0.58, 0.78ia1,4-dioxanea0.00, 0.64caaf0.00, 0.12efaf0.00, 0.12eal0.00, 0.12eaf0.00, 0.12eaab0.37, 0.48caa0.00, 0.10eaab0.00, 0.10eaa0.00, 0.10caaf0.37, 0.48maaf0.00, 0.10mah0.37, 0.48cfah0.37, 0.48caab0.00, 0.07eaab0.12, 0.10cao0.00, 0.15eaa0.00, 0.15pa0.00, 0.15ea0.00, 0.15caf0.00, 0.31cab0.37, 0.48maab0.37, 0.48caab0.37, 0.48caa ab0.00, 0.07eaab0.37, 0.48ca0.57, 0.25eaf0.00, 0.00ebab0.00, 0.00eba0.00, 0.63eaf0.00, 0.63ea0.00, 0.14caab0.33, 0.56eaab0.00, 0.12cah0.00, 0.51caab0.00, 0.51caaf0.30, 0.84caaab0.37, 0.48cfab0.31, 0.60eaaab0.00, 0.00eaaf0.00, 0.58eaaf0.00, 0.33caab0.00, 0.51ebaf0.00, 0.51caab0.33, 0.56caa0.38, 0.48eaab0.00, 0.07ejaf0.00, 0.54eah0.00, 0.51eaab0.00, 0.51eaa0.00, 0.51ebal0.00, 0.54ea0.00, 0.51ea ab0.61, 0.44caa0.04, 0.49caa0.07, 0.32caal0.00, 0.48caaa0.26, 0.41eaab0.00, 0.29caa0.00, 0.39eaa0.00, 0.14caa0.00, 0.33caah0.33, 0.56eba0.00, 0.09caa0.00, 0.12c34aaab0.15, 0.06caab0.00, 0.45eaab0.60, 0.45caab0.00, 0.51caab0.00, 0.36eaaf0.00, 0.45caab0.16, 0.61caab0.00, 0.15eab0.00, 0.16ab0.00, 0.16eab0.00, 0.07eaaf0.00, 0.00eaa0.00, 0.07caab0.15, 0.02eaa0.00, 0.33cab0.00, 0.07cbaf0.57, 0.34caa af0.52, 0.30eaaab0.00, 0.00eaab0.00, 0.56eaab0.00, 0.00eaa0.32, 0.56eaf0.00, 0.52caa0.00, 0.00m,waf0.00, 0.00maf0.00, 0.00eaab0.10, 0.10caa0.00, 0.45cjah0.00, 0.04cbaf0.09, 0.05cfza0.11, 0.05cfrab0.10, 0.05eaaaf0.00, 0.41caa0.00, 0.32caaab0.08, 0.69caab0.05, 0.23caa0.00, 0.41eaxab0.00, 0.00eraf0.00, 0.28eaaah0.00, 0.78cbN,Nah0.00, 0.74ctab0.00, 0.88eaf0.00, 0.20caab0.08, 0.69caab0.00, 0.00eaf0.00, 0.24maa af0.37, 0.48caab0.00, 0.45cafb0.00, 0.38caaf0.00, 0.32caah0.00, 0.15eaab0.00, 0.10cazab0.62, 0.60caab0.75, 0.38caaah0.00, 0.00eaab0.00, 0.00maaf0.00, 0.00eaaf0.60, 0.45caaaf0.00, 0.12caaf0.00, 0.15caab0.00, 0.13eaab0.00, 0.16ebab0.00, 0.19eaab0.00, 0.19eaab0.43, 0.47caaf0.00, 0.46caab0.00, 0.45caab0.00, 0.45caab0.00, 0.38caaf0.00, 0.45caafeaab0.00, 0.00eaaf0.40, 0.55cbab0.00, 0.28craf0.02, 0.33ca a0.06, 0.31caab0.00, 0.27caf0.00, 0.00eaaf0.00, 0.00eaab0.00, 0.00mab0.00, 0.45caab0.00, 0.00eaab0.60, 0.45ca0.00, 0.45caab0.16, 0.61caab0.00, 0.00baab0.00, 0.45cbah0.60, 0.45caaaf0.02, 0.36caaf0.00, 0.45caab0.16, 0.61caa0.00, 0.52eaab0.00, 0.00cfa0.00, 0.48cfa0.00, 0.88ah0.00, 0.19aaah0.00, 0.15eaaf0.09, 0.16ea0.00, 0.14caah0.00, 0.00mah0.00, 1.21eaf0.08, 0.03cfab0.00, 0.79eaaf0.00, 0.00ea a0.00, 0.16ab0.00, 0.16maab0.00, 0.16maab0.00, 0.16ma

a CRC Handbook of Chemistry and Physics, 76th ed.; Weast, R. C., Ed.; CRC Press: Boca Raton, FL, 1995.Bristol, PA, 1989.c Abraham, M. H. J. Phys. Org. Chem. , , 660-684.T + dT e Abraham, M. H.; Chadha, H. S.; Whiting, G. S.; Mitchell, R. C. J. Pharm. Sci. , , 1085-1100.f i Abraham, M. H.; Rafols, C. J. Chem. Soc., Perkin Trans. 2 , 1843-1851.j Jasper, J. J. J. Phys. Chem. Ref. Data 1, 841.gRoth, W. A., Bartels, J., Borchers, H., Tenbruggencote, P., Hansen, H., Hellwege, K. H., Sch�fer, K. L., Schmidt, E., Eds.; Abraham, M. H. Chem. Soc. Rev. , 73-83.o Artal, M.; Embid, J. M.; Velasco, I. J. Chem. Thermodyn. , , 703-708.p Taken to be the same as 1-iodoheptane. Abraham, M. H.; Chadha, H. S.; Whiting, G. S.; Mitchell, R. C. J. Pharm. Sci. , , r Lide, D. R. Handbook of Organic Solvents; CRC Press: Boca Raton, FL, 1995.s CRC Handbook of Chemistry and Physics; 77 ed.; Weast, R. C., Ed.; CRC Press: Boca Raton, FL, 1996.York, 1970.u Value at 25.5ßC.x Handbook of Analytical Chemistry, 1st ed.; Meites, L. Ed., McGraw-Hill: New York, 1963.z aa Abraham, M. H.; Andonian-Haftvan, J.; Whiting, G. S.; Leo, A.; Taft, R. S. J. Chem. Soc., Perkin Trans. 2 , 1 7 7 7 - 1 7 9 1 .