hemical Reviews

December 1971

Volume 71, Number 6

PARTITION COEFFICIENTS AND THEIR USES

ALBERT LEO,* CORWIN HANSCH, AND DAVID ELKINS

Department of Chemistry, Pomona College, Claremont, California

91711

Contents
I. Introduction 525
A. Purpose 525
B. Historical 526
II. Theoretical 527
A. Henry's Law 527
B. Nonideal Behavior of Solutes 527

C. Thermodynamics of Partitioning Systems 531
D. Energy Requirements for Phase Transfer 532

III. Experimental Methods 537
IV. Linear Free-Energy Relationships
among Systems 538
V. Additive-Constitutive Properties 542
VI. Uses of Partition Measurements 548
A. Countercurrent Distribution 548
B. Measurement of Equilibria 548
C. Relationship to HLB and Emulsion
Systems 548
D. Measurement of Dissolution and
Partitioning Rate of Drugs 549
E. Liquid Ion-Exchange Media and
Ion-Selective Electrodes 550

F. Measurement of Hydrophobic Bonding
Ability. Structure-Activity Parameters 550
VII. The Use of Table XVII 551
VIII. Glossary of Terms 554

1. Introduction
A. PURPOSE

In spite of the scientific community’s continuing interest over
the past 90 years in partitioning measurements, no compre-
hensive review of the subject has ever been published. In fact,
no extensive list of partition coefficients has appeared in the
literature. The largest compilation is that of Seidell;! smaller
compilations have been made by Collander,2~5 von Metzsch,®
and Landolt.” The task of making a complete listing is nearly

(1) A, Seidell, “Solubility of Organic Compounds,” Vol, II, 3rd ed,
Van Nostrand, Princeton, N. J., 1941,

(2) R. Collander, Physiol. Plant., 7, 420 (1954).

(3) R.Collander, Acta Chem. Scand., 3, 717 (1949),
(4) R. Collander, ibid., 4, 1085 (1950).

(5) R. Collander, ibid., 5, 774 (1951).

(6) F.von Metzsch, Angew. Chem., 65, 586 (1953).

(7) Landolt-Bornstein, “Zahlenwerte and Functi " Vol i -
Verlag, Berlin, 1964, p'698. unetionen, Vol. 2, Springer
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impossible since Chemical Abstracts has not indexed the
majority of the work of the last few decades under the subject
of partitioning. While reference may be made under the name
of a compound, this is of very little help in organizing a list
of known values. Actually, in recent years relatively few par-
tition coefficients have been determined in studies simply de-
voted to an understanding of the nature of the partition co-
efficient. The vast majority have been measured for some
secondary reason such as the correlation of relative lipophilic
character with biological properties of a set of congeners.

In the course of structure-activity studies undertaken by
this laboratory over the past decade, many values for partition
coefficients of drugs have been found in the biochemical and
pharmaceutical literature. From references in these papers,
many other values have come to light. As these values have
been uncovered, they have been fed into a computer-based
“keyed-retrieval”’ compilation which, while admittedly not
complete, is still far more comprehensive than any yet pub-
lished.

This compilation is not the primary reason for the present
review. Work® on the correlation of hydrophobic bonding in
biochemical systems with partition coefficients has been
greatly hindered because of the lack of any survey of the
field. This review is written in the hope that the organization
of the scattered works on this subject will be of help to others.
However, the more dynamic part of the subject is the use of
the partition coefficient in the study of intermolecular forces
of organic compounds. This subject, while still in -the em-
bryonic stage, holds promise for the better understanding of
the interaction of small organic molecules with biomacro-
molecules. Equation 1 is one of many known examples® of a

n ¥ s

loglz, = 0.75log P 4 2.30 42 0.960 0.159 (1)

linear free energy relationship relating two ‘‘partitioning-like”
processes. In eq 1, C is the molar concentration of organic
compound necessary to produce a 1:1 complex with bovine
serum albumin via equilibrium dialysis. This partitioning
process is related linearly to log P which is the partition co-
efficient of the compound between octanol and water. The
number of molecules studied is represented by n, r is the cor-

(8) C.Hansch, Accounts Chem, Res., 2, 232 (1969).
(9) F.Helmer, K. Kiehs, and C. Hansch, Biochemistry, 7, 2858 (1968).
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relation coefficient, and s is the standard deviation from re-
gression. Many such linear relationships between solutes
partitioned in different solvent systems have been uncovered
(section IV). A summary of this work should provide a better
understanding of the octanol-water model system and further
the application of such linear free energy relationships to
“partitioning-like” processes in more complex biological
systems.

Another aspect of this review is to summarize the present
understanding of the recently discovered!® additive-constitu-
tive character of the partition coefficient. This property prom-
ises to be of value in studying the conformation of molecules
in solution.

B. HISTORICAL

The distribution of a solute between two phases in which it is
soluble has been an important subject for experimentation
and study for many years. In one form or another this tech-
nique has been used since earliest times to isolate natural
products such as the essences of flowers.

The first systematic study of distribution between two
immiscible liquids which led to a theory with predictive
capabilities was carried out by Berthelot and Jungfleisch.!!
These investigators accurately measured the amounts present
at equilibrium of both I, and Br; when distributed between
CS: and water. They also measured the amounts of various
organic acids, H.SO,, HCI, and NH; when distributed between
ethyl ether and water. From these early investigations came
the first appreciation of the basic fact that the ratio of the
concentrations of solute distributed between two immiscible
solvents was a constant and did not depend on the relative
volumes of solutions used.

It was concluded from these early observations that there
was a small variation in partition coefficient with temperature,
with the more volatile solvent being favored by a temperature
decrease. It was also evident that some systems, notably
succinic acid partitioned between ether and water, did not obey
their simple “rule” even in dilute solution, but they intuitively
felt the rule would be justified nonetheless.

In 1891, Nernst made the next significant contribution to
the subject. 2 He stressed the fact that the partition coefficient
would be constant only if a single molecular species were
being considered as partitioned between the two phases.
Considered in this light, partitioning could be treated by
classical thermodynamics as an equilibrium process where the
tendency of any single molecular species of solute to leave
one solvent and enter another would be a measure of its
activity in that solvent and would be related in the usual
fashion to the other commonly measured activity functions
such as partial pressure, osmotic pressure, and chemical po-
tential. As the primary example of a more exact expression
of the “Partition Law,” it was shown that benzoic acid dis-
tributed itself between benzene and water so that

VGiCw = K )

where C. is the concentration of benzoic acid in benzene
(chiefly in dimeric form), C is the concentration of benzoic
acid in water, and K is a constant combining the partition

§18)64-{' Fujita, J. Iwasa, and C. Hansch, J. Amer. Chem. Soc., 86, 5175
1 .

(11) Berthelot and Jungfleisch, Ann, Chim. Phys., 4, 26 (1872).

(12) W. Nernst, Z, Phys. Chem., 8,110 (1891).

coeflicient for the benzoic acid monomer and the dimerization
constant for the acid in benzene.!® Since benzoic acid exists
largely as the dimer in benzene at the concentration em-
ployed, the monomer concentration in benzene is propor-
tional to the square root of its total concentration in that
solvent. Of course, Nernst was also aware that, at low con-
centrations, the concentration of benzoic acid in the aqueous
phase would have to be corrected for ionization.

This association and dissociation of solutes in different
phases remains the most vexing problem in studying partition
coefficients. For a true partition coefficient, one must con-
sider the same species in each phase. A precise definition of
this in the strictest sense is impossible. Since water molecules
and solvent molecules will form bonds of varying degrees of
firmness with different solutes, any system more complex than
rare gases in hydrocarbons and water becomes impossible
to define sharply at the molecular level. Very little attention
has been given to the fact that solutes other than carboxylic
acids may carry one or more water molecules bound to them
into the nonaqueous phase. This is quite possible in solvents
such as sec-butyl alcohol which on a molar basis contains
more molecules of water in the butanol phase than butanol!

During the early years of the twentieth century a great
number of careful partition experiments were reported in the
literature, most of which were carried out with the objective of
determining the ionization constant in an aqueous medium
of moderately ionized acids and bases. As a point of historical
fact, the method did not live up to its early promise, partly
because of unexpected association in the organic solvents
chosen and partly because of solvent changes which will be
discussed in detail in a following section.

After reliable ionization constants became available through
other means, partitioning measurements were used to cal-
culate the association constants of organic acids in the non-
aqueous phase as a function of the temperature. This yielded
values of AH, AS, and AG for the association reaction, !4~1%
However, any calculation of self-association constants from
partition data alone can be misleading when hydrate formation
occurs, 19:20

Asearly as 1909, Herz?! published formulas which related the
partition coefficient (P) to the number of extractions necessary
to remove a given weight of solute from solution. His for-
mula, with symbols changed to conform to present usage, is
as follows.

If W ml of solution contains x, g of solute, repeat-
edly extracted with L ml of a solvent, and x) g of solute re-
mains after the first extraction, then (xo — x1)/L = concentra-
tion of solute in extracting phase and x,/¥ = concentration
remaining in original solution,

(13) Occasionally, K values obtained in this fashion have been re-
ported as “‘partition coefficients.” In this report all such yalues have
been corrected to true P values whenever the different terminology was
apparent.

(14) M. Davies, P. Jones, D, Patnaik, and E. Moelwyn-Hughes, J.
Chem. Soc., 1249 (1951).

(15) J. Banewicz, C. Reed, and M. Levitch, J. Amer, Chem. Soc., 79,
2693 (1957).

(16) M. Davies and D. Griffiths, Z. Phys. Chem. (Frank furt am Main),
2, 353 (1954).

(17) M. Davies and D. Griffiths, J. Chem. Soc., 132 (1955).

(18) E. Schrier, M, Pottle, and H. Scheraga, J. Amer. Chem. Soc., 86,
3444 (1964).

(19) E. N. Lassetre, Chem. Rev., 20, 259 (1937).

(20) R. Van Duyne, S. Taylor, S. Christian, and H. Affsprung, J. Phys.
Chem., 71, 3427 (1967).

(21) W. Herz, “‘Der Verteilungssatz,” Ferdinand Enke, Stuttgart, 1909,
pS.
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=N fXo— XN
w L

PW

X1 = Xoo——
PW + L

If x; is the amount of solute remaining after the second ex-
traction with an equal volume, L, of extractant, then

PWw PW |?
Xe = X1 = Xo| ———— 3
PW + L PW + L

For the general case where » extractions are made, eq 3 takes

the general form
n
Xn = Xo[—IL] (4)
PW + L
During the 1940’s the mechanical technique of multiple ex-
traction was vastly improved, and countercurrent distribution
became an established tool for both the separation and charac-
terization of complex mixtures.22 It is beyond the scope of this
review to deal with the great wealth of literature on this sub-
ject. The interested reader may consult the reviews for
details. 22-28
Partition coefficients can be obtained from countercurrent
distribution studies and many such values appear in Table

XVII. The equation used for such studies is
n! 1 n

T, = ———|——) @) 5

ri(n — r)!<P + 1> ®) )

where T, represents the fraction of the total material in the r
tube distributed through » tubes.2* For distributions in-
volving more than 20 transfers and when P is near unity, the
following simpler relationship applies

P
N = n<P ! 1) ©

where N = position of peak, n = number of transfers,and P =
partition coefficient.

During the two decades bracketing the turn of the century,
while the partition coefficient was being studied by physical
chemists as an end in itself, pharmacologists became quite in-
terested in the partition coefficient through the work of
Meyer? and Overton? who showed that the relative narcotic
activities of drugs often paralleled their oil/water partition
coefficients. However, the correlation of so-called nonspecific
narcotic activity with partition coefficients did not lead to any
really useful generalizations in understanding the mechanism
of drug action in the broad sense. Consequently, the interest
of both groups in partition coefficients declined greatly. In
fact, even the exciting technique of countercurrent distribu-
tion did little to stimulate serious studies of partition coeffi-
cients per se. It is only the recent use of partition coefficients as
extrathermodynamic reference parameters for ““hydrophobic
bonding” in biochemical and pharmacological systems which
generated renewed interest in their measurement.8-?

(22) L. C. Craig and D. Craig in _“Technique of Organic Chemistry,”
Ygosl(.) III,17Plart I, A. Weissberger, Ed., Interscience, New York, N. Y
, P .

(23) L.C.Craig, Bull. N. Y. Acad. Med., 39, 686 (1963).

(24) B. Williamson and L. Craig, J. Biol. Chem., 168, 687 (1947).

(25) H. Meyer, Arch. Exptl. Pathol. Pharmakol., 42, 110 (1899).

(12960)1 E. Overton, “Studien uber die Narkose,” Fischer, Jena, Germany,

3

The symbols and nomenclature associated with partitioning
processes have varied considerably. Before the turn of the
century, the term “‘distribution ratio” was often used. Grad-
ually, partition coeflicient has become more widely used since
Chemical Abstracts has indexed under this heading rather than
distribution ratio. We shall use partition coefficient when refer-
ring to data which have been corrected for ionization, dimeri-
zation, etc., so that one is presumably referring to the distribu-
tion of a single species between two phases. It is appreciated
that there is considerable uncertainty about the nature of
“hydrate formation,” and attempts to correct partition coeffi-
cients for the relative degree of specific association with water
molecules or solvent molecules are very few. The expression
“partition ratio” should be reserved to refer to uncorrected
distributions of solute between two phases. Various symbols
such as K, Kp, Kp, D, and P have been used to represent the
partition coefficient. We have chosen to use P partly because it
has become more widely used in recent years than other sym-
bols and because discussions with P very often involve many
other equilibrium constants. P stands out from the variety of
K values and is more easily followed in discussions, especially
since this symbol is used sparingly in the literature pertaining
to physical organic chemistry.

Ii. Theoretical
A. HENRY’S LAW

The most general approach to distribution phenomena is to
treat the Partition law as an extension of Henry’s law. For a
gas in equilibrium with its solution in some solvent

mlp = K @

where m = mass of gas dissolved per unit volume and p =
pressure at constant temperature. Since the concentration of
molecules in the gaseous phase is proportional to pressure, p
can be replaced by C, and the mass/unit volume of gas in solu-
tion designated by C,. Equation 7 can then be restated as

C/C, = K t))

In the most general terms, then, the concentrations of any
singular molecular species in two phases which are in equilib-
rium with one another will bear a constant ratio to each other
as long as the activity coefficients remain relatively constant.
The “catch” to the above simple definition is that it assumes no
significant solute-solute interactions as well as no strong spe-
cific solute-solvent interactions.

Many large interesting organic compounds deviate con-
siderably from ideal behavior in water and various solvents so
that one is not always even reasonably sure of the exact nature
of the molecular species undergoing partitioning.

B. NONIDEAL BEHAVIOR OF SOLUTES

In many instances solute molecules can exist in different forms
in the two phases. This problem can be illustrated with the
relatively simple and well-studied case of ammonia.

NH;(vapor)

Tl aqueous

1,(NH,), == NH,; == NH,* OH-

In this example, Henry’s law is not obeyed, and there is wide
variation of m/p (or Cy/Cy) with concentration. Calingaert and
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Huggins* considered the ionization equilibrium and found
that Co/[Ci(1 — a)] = K; the degree of ionization is repre-
sented by a, and K was found to be constant to within 3 % over
a 300-fold range of concentrations. Moelwyn-Hughes?? points
out that if one allows for both ionization and dimerization
assigning a value of K = 3.02 mol/l. for the equilibrium con-
stant for the reaction 2(NH;) = (NH),, then a constant parti-
tion ratio is obtained for concentrations up to 1.6 M.

The equation allowing for both dimerization and ionization
can be cast in several forms and the choice is merely one of
convenience in handling the data. In treating their data on the
distribution of acids between water and toluene, benzene, or
chloroform, Smith and White?® assigned the following sym-
bols in developing a useful set of equations.

C1 = concentration of total solute in aqueous phase in mol/l,

C, = concentration of total solute in organic phase in mol/l.
(in terms of monomer molarity)

X = concentration of ions in aqueous phase

N = G — X = concentration of un-ionized molecules in water

at the first concentration level

n = C’' — X’ = concentration of un-ionized molecules in
water at the second level

P = concentration single molecules in organic phase/concen-
tration single molecules in aqueous phase

Kp = dissociation constant of double into s‘ngle molecules in
organic phase

K4 = dissociation constant of single molecules into ions in
aqueous layer

For aqueous equilibrium
Ky = X¥}(C, — X)

HA > H*+ A-
G -x x) X

and

_ —Ka + \/KA2 + 4K, C,
2

X

€

For equilibrium in the organic phase3°
(HA), = 2HA

2(P[Cy — X1))2 2(PN)? 2(Pn)?
Ko = = = (10)
C2 - P(C1 ol Xl) Cg — PN Cg' — Pn

p_ Cnt = G/N?

(n — N)nN

It is readily apparent that any set of experimental values of C;
and C: are apt to have one or more aberrant points, and, fur-
thermore, it is not always apparent how high a concentration
must be reached before other solvent effects introduce sizable
errors into the relationship which assumes a constancy for the
two phases. For this reason it is advisable to recast eq 10 in
another form.

an

Kp = 2(PN)*(C: — PN)
which is equivalent to

Kp(C, — PN) = 2(PN)?
Multiplying by 1/KpN*? and rearranging, we obtain

((1297%3? Calingaert and F. Huggins, Jr., J. Amer. Chem. Soc., 45, 915

(28) E, A, Moelwyn-Hughes, “Physical Chemistry,” 2nd ed, P
Press, New York, N. Y., 1961, p IOYSS. yosmee crgamon

(29) H. Smith and T. White, J. Phys. Chem., 33, 1953 (1929).
(30) In eq 10, Smith and White omitted 2 in the numerator.

C,/N? = P(1/N) + constant
constant = 2P?%/Kp 12)

It is evident that a plot of (Co/N? vs. 1/N will yield a straight
line with slope = P. If there are sufficient data points, any
aberrant values will be apparent, and the concentration be-
yond which the linear relationship no longer holds is more
obvious.

A good deal of the data on acids in the literature had never
been treated in this manner. To make these calculations from
data which recorded a range of total concentrations in each
phase (regardless of whether present as dimer, ion, etc.), we
have written a small computer program to calculate 1/N and
Cy/N*for each concentration value and P for each consecutive
set of two concentrations. The program also punches a set of
cards with Cy/N?and 1/N values which can then be used with a
regression program to eliminate aberrant values and values
beyond the true linear relationship. Whenever possible, the P
values in Table XVII have been calculated in this way and
95% confidence intervals have been placed on them. P values
so obtained were used to calculate Kp values in Table II.

Aslightly altered form of eq 12 has also been widely used. 1432
Stated in terms of the above symbols, it is

2
—=P+—N (13)

In this form a plot of N vs. 1/N yields the value of P from the
intercept (the partition coefficient at zero concentration where
dimerization can be ignored). The value of the dimer dissocia-
tion constant can be obtained from P and the slope. It is obvi-
ous that dividing both sides of eq 13 by N yields an equation of
the form of eq 12 and thus a given set of data should yield the
same values for P and Kp by either method of calculation.
We prefer to use the Smith and White equations, especially
where no data points were measured at low concentrations
and where, therefore, there can be a wider 95 % confidence in-
terval in the intercept value as compared to the confidence in-
terval on the slope.

In calculating partition coefficients or association constants
of acids, one is of course quite dependent on the quality of
equilibrium constants available. For example, Moelwyn-
Hughes,®2 in reviewing data reported by Rothmund and
Drucker,®® assumed no dimerization of picric acid in benzene
and obtained a value of 0.143 for the ionization constant of
picric acid in water. If, on the other hand, we accept the value
of 0.222 for the K, of picric acid as determined by conductivity
measurements®* and recalculate Rothmund and Drucker’s
data, a P value of 48.77 is found instead of 31.78. The Kp
value, as calculated by eq 12, is very nearly infinity; i.e., there
is very little association in the benzene phase. This is a depar-
ture from the behavior of unsubstituted phenols in benzene.
Endo?® used partitioning data to show that the dissociation
constant for the phenol trimer in benzene is approximately 1.

Tonization and self-association are not the only fates which
can befall the carboxylic acid monomer (or other polar mole-
cules) and complicate the calculation of the true partition co-
efficient and association constant.®-20 If the solute forms a

(31) Reference 28, p 1081,

(32) Reference 28, p 1082,

(33) V. Rothmund and K. Drucker, Z, Phys, Chem., 46, 827 (1903).
(34) 1. Dippy, S. Hughes, and L. Laxton, J. Chem. Soc., 2995 (1956).
(35) K. Endo, Bull. Chem. Soc.Jap., 1, 25 (1926).
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firmly bonded hydrate, there is another set of equilibria to
worry about in the organic phase. In order to best explain
variation of P with concentration in the system of benzoic acid
distributed between benzene and water, it was proposed ?° that
three hydrates are present in the benzene. By a rather complex

i
A A0
R—Z, v i
0—H---0_ OH--0g
H
A O\C/R

/ I

0 9

/ }

R—C_ H

0—t-9”
H

curve-fitting technique using solubility data of water in ben-
zene and benzoic acid in benzene, equilibrium constants for the
three types of hydrates were estimated. In Table I the associa-

Table 1
Hydration and Dimerization of Benzoic Acid in Benzene
Temp, C° Kp P

Van Duyne, et al,?

Method A 25 589 0.95

Method B 25 298 1.31
Schilow and Lepin3 23.5 109 2.30
Smith3? 25 260¢ 1.63
Hug and Lodhis® 25 244 1.56
Hendrixsons® 10 ? 1.43
Hendrixson3® 40 ? 2.10

¢ An average of six different determinations.

tion constants and partition coefficients for benzoic acid in
benzene are given, and the results assuming hydrate formation
are compared with results neglecting it. It is evident from Table
I that the calculations which take hydrate formation into ac-
count affect the partition coefficient as well as the dimeriza-
tion constant. However, if method B2 is accepted, it does not
yield values far out of line from those determined by other
investigators.

Although preferred by Van Duyne, e al., method A is open
to criticism for it assumes that the dimerization constant
(K20 in their paper) is the same in dry benzene as in “wet.”
Completely apart from any tendency to encourage hydrate
formation, the addition of water to benzene could be expected
to increase the dielectric constant and by this means alone
should lower Kp (association). !4 However, it must be ad-
mitted that there is evidence which supports a lesser or negligi-
ble role for a change from a “dry”’ to a wet organic solvent, !4

In Table II are listed 2 number of association constants for
carboxylic acids in various solvents calculated according to the

(36) N. Schilow and L. Lepin, Z, Phys. Chem., 101, 353 (1922).
(37) H. W, Smith, J. Phys. Chem., 26, 256 (1922).

(38) A.K.M.S.HuqandS. A. K. Lodhi, ibid., 70, 1354 (1966).
(39) W.S.Hendrixson, Z. Anorg. Chem., 13, 73 (1897).

(40) C.Brown and A. Mathieson, J. Phys, Chem., 58, 1057 (1954).

method discussed above. Sometimes K,.... Was found to vary
with concentration at levels below 5 X 10~% M, and in these
cases the constant value at higher concentrations was chosen.
The variation at the lower concentrations may be more a func-
tion of the analytical techniques employed in measurement
rather than a meaningful physical phenomenon, although this
is by no means completely clear from the data. One must keep
the arguments of Van Duyne, et al.,2° in mind when consider-
ing these constants. If hydrate formation is always involved
with carboxylic acids in solvents such as benzene, then the
association constants of Table II will generally be too
low.

Not much in the way of useful generalizations can be made
from the data in Table IL It is of interest that there is a general
trend of the degree of dimerization by solvents; toluene >
benzene > chloroform >> ether. The fact that benzene values
are lower than toluene is likely due to the greater solubility of
water in benzene. In fact, the solubility of water in the organic
solvent as seen from Table VIII is in inverse order to the de-
gree of dimerization, water being most soluble in ether and
least soluble in toluene.

Considering a single solvent, toluene, the dimerization con.
stant appears to increase with the size of the alkyl group, at
least up through valeric acid. This effect seems to correlate
most closely with Taft’s steric parameter, E,. While eq 14 is

log Pissoe = —0.470(£0.32)E, 4+ 1.989(+0.20) (14)

n r §
8§ 0.824 0.223

quite significant statistically (F1.e = 12.6), the correlation is
not very high. It does suggest, however, that the steric effect of
the alkyl moiety of the acid is most important. Adding a term
in pK, to eq 14 does not improve the correlation. One cannot
place a great deal of confidence in eq 14 since there is consider-
able overlap between the two parameters, pK. and E,, for the
set of acids under consideration (r2 = 0.834). Equation 14 does
suggest that the large alkyl groups might inhibit hydrate for-
mation and in this way favor dimerization.

There is little trend to be seen in the scattered group of halo
fatty acids and substituted benzoic acids, but the statement
that the more highly chlorinated acids are more highly associ-
ated does not seem supported.

In the development of eq 12 and 13 it was assumed that
association in the organic phase proceeded no further than the
dimer stage. For the case of acetic acid in the benzene-water
system, it has been shown!¢ that neither partition coefficient
nor the dimerization constant values calculated from this type
of expression would be markedly altered if some trimer or
tetramer were also formed. These authors calculated K,_; to be
2.35 X 1074, but suggest that this might well be viewed as a
correction in the dimerization equilibrium constant and there-
fore not have any real molecular significance.

While there is little or no evidence for association beyond
the dimer state for low molecular weight carboxylic acids,
other types of solutes have a greater associative tendency. For
instance, a sudden increase in P*® (apparent partition coeffi-

(41) N. A, Kolossowsky and I. Megenine, Bull. Soc. Chim. Fr., 51,
1000 (1932).
(42) W, Herz and H, Fischer, Chem. Ber., 38, 1138 (1905).

?1%%4? A, Kolossowsky and S. F. Kulikov, Z. Phys. Chem., A169, 459
(44) F.S. Brown and C. R. Bury, J. Chem, Soc., 123, 2430 (1923).
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Table 11
Association Constants of Acids
——Toluene— Benzene CHCl;
Acid Kiassoo Ref Kiseoo Ref Kss00 Ref Kassoo Other solvent Ref
1. Formic 29 41 121e 45 26 45 0.6 Nitrobenzene 48
45
2. Acetic 42 42 28 42 60 45 43 CCl, 45
0 Ether 46
3. Propionic 133 29 94 29 31 29 78 Xylene 46
0.5 Ether 49
4. Butyric 182 29 97 29 52 29 20 Xylene 46
5. Isobutyric 300 29 182 29 64 29
6. Valeric 200 29 140 29 49 29
7. Isovaleric 225 29 138 29 80 29
8. Hexanoic 94 29 96 29 30 29 160 Xylene 46
0.1 Ether 49
9. Isohexanoic 68 29 50 29
10. Crotonic 450 29 271 29 136 29 419 Xylene 46
11, Chloroacetic 132e 43 96 43 1.6 Nitrobenzene 43
4.5 42 2.2 42
12. Bromoacetic 0 29 0 29 53 46
13, Iodoacetic 60 29 37 29 16 29
14, B8-Chloropropionic 100 29 55 29 35 29
15. a-Bromopropionic 30 29 16 29 9.5 29
16. 8-Bromopropionic 65 29 61 29 25 29
17. B-Iodopropionic 133 29 95 29 64 29
18. a-Bromobutyric 47 29 22 29 22 29
19. Dichloroacetic 44 43 157 CCl, 43
0 Ether 43
20. Trichloroacetic 0 43 0 43 0 Ether 46
0 Nitrobenzene 43
21. Picric 0 36 0.6 33 0 47
42
22. Benzoic 79 29 295 37 33 29 0 Ether 46
298 20 120 17 1440 Xylene 46
108 36
23. o-Toluic 21 29 1 29
24. p-Toluic 291 29 3.3 29
25. o-Methoxybenzoic 3.9 29 0 29
26. p-Methoxybenzoic 82 29 0.3 29
27. o-Chlorobenzoic 106 29 11 29 312 Xylene 46
28. m-Chlorobenzoic 25 29 0 29
29. p-Chlorobenzoic 0 29 0 29
30. o-Nitrobenzoic 0 29 1 29
31. m-Nitrobenzoic 78 29 61 29 133 Xylene 46
32. p-Nitrobenzoic 0 29 0 29
33. o-Bromobenzoic 30 29
34. m-Bromobenzoic 0 29
35, Salicylic 17 29 44 29 57 Xylene 46
36. Acetylsalicylic 143 29 75 29
37. Methylanthranilic 85 29
38. Phenylacetic 145 29 151 29 56 29
39. Anthranilic 770 29
¢ Doubtful value.
cient or partition ratio) of dibutyl phosphate in hexane (when For solutes showing negligible ionization (the work with the
Corz = 0.05 M) can be explained in terms of the conversion of phosphate esters was done in 0.1 M HNO,) in the.aqueous
the dimer to a polymer chain. phase, it is easy to test if a higher polymer is formed in the or-
ganic phase. It has been pointed out®: that if a trimer is
0--—-H—0 formed
(RO), P/ \P( OR), == e A Bl T g
: NO—Hem0? : (45) A. Bekturov, J. Gen, Chern., 9, 419 (1939).
(46) H. W. Smith, J. Phys. Chem., 25, 204, 605 (1921).
OR OR (47) W.Herzand M. Lewy, Z. Elektrochem., 46, 818 (1905).

(48) N. A. Kolossowsky and A. Bekturov, Bull, Soc. Chim. Fr., 2, 460
1935), :

|
---0=P—OH-~+-0=P——OH--%;-
| | {49) W. U. Behrens, Z. Anal. Chem., 69, 97 (1926).
OR OR (50) D. Dyrssen and L. D, Hay, Acta Chem. Scand., 14, 1091 (1960).
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Kassoc = C‘tl'./(C‘mon)a (15)

where C,. = concentration trimer in organic phase and
Cmen = concentration monomer in organic phase. Hence

Ca,pp = Cmon + 3Ctr = Cmon + 3KassocC‘mona (16)

where C,,, = total concentration solute in organic phase
(regardless of form), and C. = concentration in water phase
(no polymerization). Assuming trimer cannot exist in the
aqueous phase, the true partition coefficient for monomer is

P = Cuon/Cx
Therefore
Cerp = PCy + 3Kueaoe PCx)?
P* = P + 3KuooP?Ci? an

A plot of the apparent partition coefficient, P*, vs. the water
concentration squared, C..2, should give a straight line with the
intercept yielding the value P and the slope yielding the value
Ka,ssoc.

Many investigators have followed similar derivations, but
some have not limited the applications to relatively un-ionized
solutes. For example, Almquist®! observed a straight line plot
of C,/C, vs. C, with picric acid in the chloroform-water sys-
tem. Assuming the applicability of the general relationship

Co/Cw = n(KassocP"C"™"Y) + P (18)

he calculated that the true partition coefficient was 0.46 and
the association constant was 8.6. However, if we use the mea-
sured ionization constant for picric acid, we get constant
values of P = 15.8 and K.sso. = 0. As pointed out above, picric
acid is apparently not associated in benzene, and we would ex-
pect it to be even less associated in chloroform. Furthermore,
the value of 15 for P fits in much better when compared to the
octanol-water system by means of the regression equation A
in Table VIII.

Most investigators have assumed that the amount of di-
merization of aliphatic acids in the aqueous phase is insignifi-
cant, an assumption which seems reasonable if only a head-to-
head dimer is possible.

R—(” O_HHO\C R
NOH---07

However, with higher homologs other possibilities exist.
Micelle formation becomes quite significant even at low con-
centrations with long-chain fatty acids.52 Even though one
works at concentrations below the critical micelle concentra-
tion (cmc), the problem of association in the aqueous phase
cannot be eliminated. Entwinement of the long alkyl chains
occurs in very dilute solutions.5? Careful examination of cryo-
scopic data, Raman spectra, and vapor pressure measure-
ments!6.3455 have been interpreted to yield aqueous phase di-
merization constants for carboxylic acids which increase with
chain length: formic, 0.04; acetic, 0.16; propionic, 0.23;
butyric, 0.36. From a careful study of the distribution of acetic

(51) H. Almquist, J. Phys, Chem., 37,991 (1933).

(52) J. L. Kavanau, “Structure and Function in Blologlcal Mem-
branes,” Vol. 1, Holden- -Day, San Francisco, Calif., 1965, p 1

(1339)0( Ml;kerjee, K. I. Mysels, and C. 1. Dulin, J. Phys. Chem 62,
(54) A. Katchalsky, H. Eisenberg, and S, Lifson, J, 4 Ch

73, 5889 (19515, g mer, Chem, Soc.,

(55) D.Cartwrightand C. Monk, J. Chem. Soc., 2500 (1955).

acid in the benzene-water system, it was concluded !® that the
dimer associatiou constant in water is only one-fifth this large
(i.e., 0.033). Nevertheless, the effect becomes quite large with
dodecanoic acid, making the determination of a true monomer
partition coefficient almost impossible.?® Thus the present data
have not completely eliminated the possibility of head-to-head
dimerization of fatty acids in the aqueous phase, but the pre-
ponderance of new evidence !¢ favors the “chain entwinement”
viewpoint.

Distribution studies have also been made with other types of
solutes which are known to form micelles at relatively low
concentrations in water such as alkylpyridinium and pyrido-
nium chlorides and p-tert-octylphenoxypolyoxyethanol sur-
factants. Over a range of solute concentrations below cme,
constant P values have been observed. 575

C. THERMODYNAMICS OF
PARTITIONING SYSTEMS

Solvent systems which are almost completely immiscible (e.g.,
alkanes-water) are fairly well behaved and lend themselves to
more rigorous thermodynamic treatment of partitioning data
than solvent systems which are partially soluble in each
other, 17-59.69 The following development can be applied more
strictly to the former systems, but the departures from ideality
exhibited by the more polar solvent systems are not so great as
to render this approach valueless. They will be discussed later.
It should be noted here that the thermodynamic partition co-
efficient is a ratio of mole fractions (P’ = X,/X.), and it
should not be confused with the more common expression of
P which is a dimensionless ratio of concentrations.

Cratin®! has presented a lucid discussion of some of the as-
pects of the thermodynamics of the partitioning process. The
following discussion is drawn from his analysis which relies
heavily on extrathermodynamic assumptions.

For each of the “i” components comprising an ideal solu-
tion, the following equation is assumed to hold

uwi(T.,P.X) = w?(TP)+ RTIn X, 19)

where »,° is the chemical potential of pure “i"” in the solution
under specified conditions, and X; is its mole fraction. ui is not
the actual chemical potential of pure “i”” but the value it would
have if the solution remained ideal up to X; = 1. It can be
shown®! that, for dilute solutions, the chemical potential based
on mole fractions is larger than that based on molar concentra-
tions by a factor of RT In ¥.°, where V.° is the molar volume
of solvent and therefore

w(TPX) = w(TP) + RTInV.° + RTIn C;  (20)

An interesting approach to the study of the intermolecular
forces involved in partitioning is to assume that the free energy
of transfer of a molecule can be factored into the contributions
of its various parts; that is, P is an additive-constitutive prop-
erty of a molecule (see section V). Cratin®! considered the ther-
modynamic implications of this concept. Assuming that the
total transfer free energy of a molecule (us) is made up of a

(56) C. Church anda Hansch, unpublished results.
€?7)])5 Crook, D. Fordyce, and G. Trebbi, J. Colloid Sci.,
(58) H. L. Greenwald, E. K. Kice, M. Kenly, and J. Kelly, 4nal.
Chem., 33, 465 (1961).

(59) R Aveyard and R, Mitchell, Trans, Faraday Soc., 65, 2645 (1969).
(60) R. Aveyard and R. Mitchell, ibid., 66, 37 (1970).
(61) P.D. Cratin, Ind. Eng. Chem., 60, 14 (1968).

20, 191
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lipophilic component (u.) and » hydrophilic groups (ug), we
may write

pe(W) = ur(w) + nus(w)
u(0) = u(o) + nux(o)
Assuming ideal behavior
W) = p’W) + nu’(w) + RT In X(w)
#(0) = u’(0) + nux’(0) + RT In X(0)

Converting from mole fractions to concentration terms, the
above equations become

ueW) = p’w) + nus’(w) + RT In P°(w) + RT In C(w)
u(0) = pr’(0) + nux’(0) + RT In ¥°(0) + RT In C(0)

At equilibrium u(w) = u:(0); hence equating equations,
collecting terms, and replacing C(0)/C(w) by P, we obtain

[u’w) — u(0)] + RT In [P°(w)/V°(0)] +
nlu’(W) — ux’(0)] = +RTIn P (21)

Setting A’ = po(w) — u?(0), eq 21 takes the form

]
+ A g 7wy o) (22)

logP = ’A“—Ho
2.3RT

"~ 2.3RT

If eq 22 holds, a plot of log P vs. n will be linear with a slope
equal to Aur®/2.3RT and an intercept of Au.’/2.3RT + log
(7°(w)/V7°(0)]. Cratin illustrated the validity of eq 22 by plot-
ting the data of Crook, Fordyce, and Trebbi for tert-octyl-
phenoxyethoxyethanols of the type

O—(CH,CH.0),CH.C{,OH
octyl

partitioned between isooctane and water. Compounds with n
varying from 1 to 10 were studied. A good linear relation was
obtained from » = 3 to n = 10. A slight departure from line-
arity for n = 1 and 2 was found. The linear relationship be-
tween nand Pis given as 58

log P = —0.442n 4 3.836 (23)

From eq 23 the standard free energy change (25°) for the
transfer of a mole of ~-CH.CH.O- from isooctane to water is
—0.602 kcal and the free energy change (o — w) for the
p-tert-octylphenoxyethoxy group is +6.52 kcal/mol. Of course
since the partitioning data on the phenoxyethoxyethanols were
obtained at a single constant temperature, this is not a very
rigorous test of eq 22 since under this condition, ¥°(0)/F°(w)
will also be constant. Nevertheless, eq 22 does define the
necessary conditions for additivity of log P values. The stan-
dard free energy of transfer of solute in the partitioning process
is given by

AG.® = AR’ = RTIn P’ (24

With the usual assumption that the standard molar enthalpy
change is not temperature dependent in the range studied,$! it
is true that

dlnP Aﬂ’
T RT?

@5)

where AH? is equivalent to the standard enthalpy of transfer
between the two solvents. It is thus possible to calculate this

enthalpy of transfer by measuring P’ over a range of tempera-
tures. In practice this is rather imprecise because of two im-
plied assumptions: first, that the levels of each solvent dis-
solved in the other remain constant over the temperature
range; second, if P is measured in terms of concentrations, that
the ratio of solvent molar volumes remains constant also. For
this reason the preferred method of obtaining the enthalpy of
transfer is by measuring the heats of solution in two separate
solvents, whence

A® = AH.° = AHw) — AH(0) (26)
The entropy of transfer can, of course, be calculated from
AG.° = AH.° — TASy® 27

Aveyard and Mitchell®*-5° have performed these calculations
for aliphatic acids and alcohols partitioned between alkanes
and water. They find much greater enthalpies for the alcohols
which they ascribe to the “dehydration” of the OH function
during transfer. Although the acids are also “dehydrated,”
they are thought to recover much of this energy in the hydro-
gen bonding of dimerization. The corresponding AS values for
the acids are much smaller than for the alcohols, and thus the
net free energy changes are not greatly different.

The changes in miscibility of more polar solvent systems as a
function of solute concentration have been studied in only a
few systems.f2-64¢ However, experience has shown that the
partition coefficient at low solute concentrations is usually not
highly dependent on this effect. Even with solvent pairs as
miscible as isobutyl alcohol-water, the effect is small with
solutes at 0.01 M or less, and solvent pairs less miscible than
chloroform-water will easily tolerate 0.1 M solute without ap-
preciable miscibility changes.

Equation 25 shows how one would expect the partition co-
efficient to vary with temperature. However, it is not very
enlightening from a practical point of view, for the necessary
heats of solution are rarely available and, furthermore, there is
the added unknown of the dependence of solvent molar vol-
ume on temperature. The effect of temperature on P is not
great if the solvents are not very miscible with each other. A
summary in Table III of results of varying degrees of accu-
racy for a variety of solutes in different solvent systems indi-
cates the effect is usually of the order of 0.01 log unit/deg and
may be either positive or negative. Insufficient data are pres-
ent to attempt any useful generalizations.

D. ENERGY REQUIREMENTS FOR
PHASE TRANSFER

The relative roles of the various binding forces which deter-
mine the way a solute distributes itself between two phases

(62) G.Forbesand A. Coolidge, J. Amer. Chem. Soc.,41,150(1919).
(63) P. Grieger and C. Kraus, ibid., 71, 1455 (1949).

(64) E. Klobbie, Z. Phy's. Chem., 24, 615 (1897).

(65) D. Soderberg and C. Hansch, unpublished analysis.

(66) A.Hantzsch and F. Sebalt, Z. Phys. Chem., 30, 258 (1899).

(67) R. L. M, Synge, Blochem.J., 33, 1913 (1939).

(68) T.S.Moore and T. F. Winmill, J. Chem. Soc., 101, 1635 (1912).
(69) E. M. Renkin, Amer.J. Physiol,, 168, 538 (1952).

(70) H. Meyer, Arch. Exp. Pathol. Pharmakol., 46, 338 (1901).

(71) J.Mindowicz and I. Uruska, Chem. Abstr., 60, 4854 (1964).

(72) R.C.Farmer and F. J. Warth, J. Chem. Soc., 85, 1713 (1904).

(73) T. Kato, Tokai Denkyoku Giho, 23, 1 (1963); Chem, Abstr., 60,
8701 (1964).

(74) 1. Mindowicz and S. Biallozor, ibid., 60, 3543 (1964).
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Table 111
Temperature Effect on Log P
Solvent-water Solutes Temp, °C A log Pldeg Ref
Octanol Hexanoic acid 4-22 1.7 X 10® 56
Octanoic acid 4-22 0.0 56
n-Butylpyridinium bromide 4-22 —1.0 X 102 65
n-Tetradecylpyridinium bromide 4-22 —1.0 X 102 65
Ethyl ether Acetic acid 0-25 —1.2 X 108 66
Succinic acid 15-25 —0.9 X 102 62
Chloroform Acetyl-d-leucine 4-27 —0.9 X 102 67
Acetyl-d-leucine 24-37 —-1.3 X 102 67
Methylamine 18-32 1.0 X 102 68
Ammonia 18-32 0.8 X 102 68
0il
Olive Antipyrine 7-36.5 1.2 X 102 69
Cod-liver Antipyrine 7-36.5 1.5 X 102 69
Cottonseed Ethanol 3-30 1.1 X 102 70
Benzene o-Phenylenediamine 20-70 3.4 X 10°¢ 71
p-Phenylenediamine 20-70 4.4 X 10-3 71
p-Nitrosomethylaniline 6-25 2.1 X 10— 72
Acetic acid 6-18.5 3.0 X 10-3 66
Xylene 2-Methyl-5-ethylpyridine 10-30 4.5 X 108 73
2-Methyl-5-ethylpyridine 30-50 7.0 X 108 73
Toluene 2-Methyl-5-ethylpyridine 10-30 7.5 X 103 73
2-Methyl-5-ethylpyridine 30~50 —4.0 X 10-3 73
Ethylamine 18-32 1.7 X 10-2 68
Diethylamine 18-32 1.9 X 102 68
Triethylamine 18-32 1.9 X 102 68
1-Hexanol Malonic acid 20-60 —1.2 X 103 74
Succinic acid 20-60 —0.5 X 103 74
Heptane p-Chloroaniline 15-35 5.5 X 108 75
Isooctane p-tert-Octylphenoxynonaethoxy-
ethanol (OPE-9) 25-60 2.8 X 102 58
Average = 9.0 X 10
« No correction made for ApK./dT for any of the acids.
has been examined by a number of authors.” KauzmannT Table IV
has given a particularly clear summary of this thinking, Thermodynamic Changes in Hydrocarbon Transfer
especially from the point of view of the interaction of small T aSe AH AGe
molecules with proteins, and the following discussion relies - - -
heavily on hlS summary. CH4 m benzene — CH4 in H:O 208 —18 —2800 +2600
The study of the hydrocarbons in water shows that although ~ C€Ha in ether — CH, in H,O 298 —19 —2400 13300
the AH of solution is negative (indicating a favorable enthalpy CH, in CCl, —~ CH, in FLO 298 18 —2500 +2500
change by the evoluti f heat) h d tori Liquid propane — C;Hs in H:0O 208 —23 —1800 45050
ge by the evolution ol heat), such compounds are notori- 04 butane — C;Hyo in H,0 298 —23 —1000 +5850
ously insoluble in water. This reluctancg to mix with water is a Liquid benzene — CeHs in H:O 291 —14 0 4070
result qf a large AS for the process. It is this large energy of Liquid toluene — C:H; in H,O 291 —16 0 44650
reordering the hydrocarbon solute and the water solvent Liquid ethybenzene — CsHjoin 291 —19 0 45500

molecules which keeps them in separate phases when placed to-
gether. The same phenomenon regulates the distribution of
apolar solute molecules in an apolar solvent-water system.
Table IV7 illustrates this point.

A variety of work, less well defined than that of Table IV,
supports the conclusion that the entropic component of
AG plays a large role in the position of equilibrium (partition
coefficient) taken by nonpolar compounds in nonpolar
water-solvent systems. Kauzmann has put forward the follow-
ing facts.

1. Mixtures of lower aliphatic alcohols with water show
positive deviations from Raoult’s law, indicating an increase

57558) (Aikg.égfoul-Seoud and A. El-Hady, Rec. Trav. Chim. Pays-Bas, 81,

(76) H.Frank and M, Evans, J. Chem. Phys., 13, 507 (1945),
(77) W. Kauzmann, Advan. Protein Chem., 14, 37 (1959).

H.O
a S, and G, refer to the unitary entropy and free energy in cal/mol.

in unitary free energy (AG, > 0) for the transfer of alcohol
from alcohol to water phase, this despite the fact that heat is
evolved (AH < 0) on the addition of these alcohols to water.
Therefore AS, = (AH, — AG,)/T < 0 when an alcohol
molecule is transferred to water.

2. The solubilities of many liquid aliphatic compounds
(e.g., 3-pentanone, butanol, ethyl acetate, ethyl bromide)
in water decrease with increase in temperature. Hence AH for
the transfer process must, according to the principle of Le
Chatelier, be <0, The fact that some of these substances are
extremely soluble in water means that AG, > 0. Therefore,
AS, for the mixing must be negative. Similar to this is the
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fact that on heating aqueous solutions of such compounds
as nicotine, sec-butyl alcohol, etc., separation into two phases
results at temperatures not far above room temperature.

3. The formation of micelles from detergent molecules in
water is accompanied by very small heat changes; that is
to say, the dissociation of micelles into individual molecules
does not depend on a large positive value of AH. Hence it is
assumed that this association-dissociation reaction is con-
trolled largely by a large negative AS.

The origin of the large negative unitary entropy change
and the small negative enthalpy change involved in par-
titioning between aqueous and nonaqueous phases was first
clearly appreciated by Frank and Evans. They reached the
conclusion that when organic compounds are placed in water,
the water molecules arrange themselves around the apolar
parts in what was termed ‘““iceberg’” structures, The word
“iceberg” was, perhaps, not too well chosen for it was not
meant to imply that the structure was as rigid or as extensive
as in pure ice, and it differed further in being denser rather
than lighter than water. This is apparent from the data in
Table V.77

Table V

Volume Changes in Transfering Hydrocarbons
from Nonpolar Solvents to Water

AV, ml/mol
CH; in hexane — CH, in H,O -22.7
CzHe in hexane —_ CzHe in Hzo —18.1
Liquid propane — C;H; in H:O -21.0
Liquid benzene — C¢H; in H,O —6.2

These structures were later referred to as “flickering
clusters™ to indicate their lack of stability. Since the entropy
lost in freezing a mole of water is 5.3 cal/deg and the unitary
entropy loss per mole of hydrocarbon entering the aqueous
phase is only 20 cal/deg (see Table IV), either only four or
five molecules are associated with each hydrocarbon unit or
the structure is less firm than in pure ice.

The Frank-Evans point of view is that the stripping of the
form-fitting sweater”™ of water molecules from the apolar
part of the solute results in a large entropy change in the
randomization of the water molecules. An alternative point
of view is that of Aranow and Witten.”® They reason that in
the aqueous phase the apolar chain of a solute molecule is
rigidly held in a favored rotational configuration by the
structured layer of water molecules surrounding it. In the
organic solvent its rotational oscillations are relatively un-
restricted. They write the canonical single particle partition
function, Z, for a molecule having n carbon-to-carbon bonds
in the agpolar environment as

Zn = \P(Zi:e_“/kT)” 28)

Because of the threefold increase in the number of energy
levels, the corresponding partition function in the water
phase is

Zn = ¢(Zi:3e_<“)/”>” (29)

(78) E. Grunwald, R. L. Lipnick, and E. K. Ralph, J. Amer. Chem,
Soc., 91, 4333 (1969).

(79) R.H. Aranow and L. Witten, J. Phys, Chem., 64, 1643 (1960),

The partition coefficient per -CH,- in an alkyl chain can then
be defined as

3e—(ss)/kT)n
P= %’ 6:2—-/”— (30)
o (F)

where a and § refer to the organic and aqueous phases, re-
spectively. This is assuming that the motions of internal ro-
tation are separable from all other motions and that the in-
ternal rotation contribution has been assumed representable
as the product of n equivalent factors. At room temperature, if
kT is much smaller than the spacing between (e,) and () or
between ¢ and e, then P = (y,/yg)3n(e ()~ «/kTyr If
Yol g varies little with 7 and (eo) ~ €

P,/P,_, = 3 orlog Pcry,y = 0.5

Aranow and Witten present partition data to show that the
difference in P values between adjacent members in a ho-
mologous set of fatty acids is about 3. This factor has also
been observed by others#%8¢ for a variety of homologous
series.

A -CF,- group would be expected to affect its environ-
ment a great deal more than a -CH,~ unit would,” but it
still has a very similar geometry. Therefore, it was predicted
that the P values of a hydrocarbon chain should differ from a
fluorocarbon chain if the flickering cluster theory holds, but
should be nearly the same if Aranow and Witten's theory
holds. The following set (Table VI) of partition coefficients

Table VI
Octanol-Water Partition Coefficients of Fluoro Compounds®
A log
Log P P|CF,
1. CF;CH.OH 0.41 = 0.03 0.82
2. CF;CF,CH,OH 1.23 = 0.06 0.58
3. CF;CF:.CF.CH,OH 1.81 = 0.06 '
4. CF;COOC;H; 1.18 = 0.04 0.94
5. CFyCF.COOC;H; 2.12 £ 0.04 '

« Log P values are the result of four separate determinations made
at room temperature using vapor-phase chromatography for
analysis. Unpublished data: C. Church, F. Helmer, and C. Hansch.

throws some light on the problem.

In comparing compounds 1 and 2, for example, one must
keep in mind the fact that the electron-withdrawing groups,
when placed near elements containing lone pair electrons,
usually raise the partition coefficient by an increment greater
than simple additivity.!® However, o1 for CF; is 0.41 and
o1 for CoF; is 0.418! so that this effect is ruled out. Two of
the three values are considerably higher than the value of
0.5/CF, predicted by the Aranow-Witten hypothesis. and
therefore the partitioning data favor the Frank-Evans
hypothesis.

Hydrogen bonding is the next factor to consider in studying
the energy requirements for phase transfer. This factor is of
paramount importance in determining the character of both
the solute and the organic solvent phase. Compounds such as

(80) C.HanschandS. M. Anderson, J. Org. Chem., 32,2583 (1967).
(81) W. A. Sheppard, J. Amer. Chem. Soc., 87, 2410 (1965).
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alcohols, esters, and ketones have quite different properties
than hydrocarbons. Moreover, as solvents, it is not simply
the hydrogen bonding character of the pure compound which
must be considered. One must keep in mind that rather large
amounts of water (especially when figured in molar terms)
are present in these oxygen-containing solvents when sat-
urated during the partititoning process (see Table VIII). For
example, octanol dissolves in water only to the extent of
0.0045 M. However, the molar concentration of water in
octanol is 2.30. The transfer of an alcohol or acid from the
water phase to a hydrocarbon phase may involve complete
“dehydration’ of the polar OH or COOH function, It seems
highly unlikely that such complete ‘‘dehydration” would
occur in, say, butanol which is 9 M with respect to water
content at saturation. Even in octanol, which is 2.3 M with
respect to water at saturation, it is likely that most highly
polar functions would be more or less solvated by water and/
or the hydroxyl function of the alcohol.

Certain solvents such as alcohols and amines can act as
both donors and acceptors in hydrogen bonding. This in-
creases their versatility as solvents. For this reason Meyer and
Hemmi®? suggested using oleyl alcohol-water partition
coefficients as a reference system for evaluating partitioning
of drugs in biological systems. Earlier workers had used
esters (olive oil, cotton seed oil, etc.) to represent lipophilic
biophases. Since many NH and OH groups are present in
enzymes and membranes, it is not surprising that alcohol-
water systems give better correlations and thus have become
more widely used as extrathermodynamic reference systems.

Other intermolecular forces which must be considered in
the partitioning process are dispersion forces arising out of
electron correlation. It seems that these would play a minor
role in setting equilibrium positions of solutes. Dispersion
forces involved in complex formation in solution will largely
cancel out since, when a solute molecule leaves one phase and
enters a new phase, it exchanges one set of London inter-
actions for another.8?

The energy required to transfer from the aqueous phase to
the organic phase any solute which contains two or more
formal charges is obviously going to depend heavily on the
dielectric constant of the particular organic phase in question.
Most of the water-immiscible organic solvents have dielectric
constants much lower than that of water, and thus charged
solutes must contain rather large hydrocarbon residues to
have positive log P values. This combination makes them
very surface active and usually results in difficulties of mea-
surement.

Amphoteric molecules such as amino acids, tetracycline,
or the sulfa drugs are most lipophilic when they contain an
equal number of positive and negative charges. Typical de-
pendence of log P upon pH is shown in Figure 1.

For bases which can accept one or more hydrogen ions,
A", the partition coefficient, Py»*, is related to the parti-
tion coefficient of an associated strong acid, Pg+, by the
expression

PA“+ = k[PH+]n (31)

This relationship for the 2-butanol-water system has been
verified®* by measuring P.»* of ammonia, alanine, L-

(82) K. H. Meyer and H. Hemmi, Biochem. Z.,277, 39 (1935).

((?g%gl){ S. Mulliken and W. B. Person, J, Amer, Chem. Soc., 91, 3409

(84) F.Carpenter, W. McGregor, and 1. Close, ibid., 81, 849 (1959).
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Figure 1. Variation of apparent partition coefficient with pH:
(left) J. Colaizzi and P. Klink, J. Pharm. Sci., 58, 1184 (1969);
(right) W. Scholtan, Arzneim.-Forsch., 18, 505 (1968).

arginine, and L-histidyl-L-histidine, as well as Pg+ of the
strong acids HOEtSOH, CH;SO;H, HCl, HBr, HNO;, and
HCIO,. A log-log plot of the P values gave a series of straight
lines with a slope of 1 for ammonia and alanine, 2 for L-
arginine, and 3 for L-histidyl-L-histidine.

Solutes which are ionized and completely dissociated in the
aqueous phase present additional complications to the treat-
ment of partitioning as strictly an equilbrium process, such as
given in section II. The identity of the solute species in both
phases is rarely assured. If electrical conductivity resulted
solely from the current-carrying capability of single ions,
then salts in organic solvents with relatively high dielectric
constants (e.g., nitrobenzene, 36.1; or nitromethane, 39.4)
could be considered to be over 909 dissociated into single
ions at 103 A.858 But as the dielectric constant decreases,
the mutual energy of configurations where there are three
ions in contact (A—C*A-) becomes comparable to kT.%7
At this point they are thermally stable and capable of carrying
current, and therefore conductance is not proof per se of
complete dissociation.

Even relatively hydrophilic ion pairs can be accommodated
in a lipophilic solvent such as cyclohexane if this solvent
contains a small amount of a dipolar solvating agent. In
the instance where the cation is the large lipophilic member
of the pair, the most effective solvating agents appear to be
those with acidic protons, e.g., chloroform, alcohols, and
phenols.’® In the reverse situation where the small cationic
charge is unshielded, solvating species with nucleophilic
sites (e.g., ethers, ketones, amides, and phosphate esters)
are most effective.

In considering the partitioning of carboxylic acids and
amines, it is convenient to work with the A log P resulting
from the addition or removal of a proton to create an ion.
(This is analogous to the definition of = values taken up on
p 542.) By this convention, A log P = (log Pi.n) — (log
Poouua() and will always have a negative sign for the more
polar ion is obviously more hydrophilic.

For aliphatic acids, A log P is about —4.06; for salicylic,
it is —3.09; for p-phenylbenzoic, it is —4.04. For a simple
aliphatic amine (dodecyl), the Alog P of protonation is —3.28.

(85) H. Falkenhagen, “Electrolyte,” S, Herzel, Leipzig, 1932.

(86) J.C. Philip and H. B. Oakley, J. Chem. Soc., 125, 1189 (1924).

(87) R. Fuoss and F. Accascina, “Electrolytic Conductance,” Inter-
science, New York, N. Y., 1959, p 222, ’

(88) T. Higuchi, A, Michaelis, T. Tan, and A. Hurwitz, Anal. Chem.,
39,974 (1967).
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For amines containing an aromatic ring, the A log Pm-+
values tend to vary (see Table XVII):

phenothiazines = —3.65
CeHs(CHz)gNHz = —292
procaine = —414

Protonating an aromatic nitrogen appears intermediate;
e.g., for acridine, A log Pg+ = —3.90. Very little difference
in the octanol-water log P was observed for the amine salts
whether the anion was chloride, bromide, or iodide.

It should be noted that if one wishes to measure the log
Poeanor Of @ dissociable organic ion, he must buffer the
system more than 4 pH units away from the pK, in most
cases. The actual ratio of ionic to neutral form in the organic
phase can be determined from the following expressions:

A-
log [[H—A](org) = (108 Pion — 10g Pacutrar) — (pK: — PH)
BH*
log [—[ﬁ—]—](org) = (log Pion — 10g Prewtrst) — (PH — pK.)

For example, in partitioning an aliphatic carboxylic
acid with a pK, of 4.5 and the aqueous phase buffered at
pH 8.5, only /y4.000th of the acid will be in the neutral form
in the aqueous phase, and yet almost one-half of that present
in the octanol phase will be the un-ionized species.

Since the difference in log P between the ionic and neutral
forms of solutes partitioned in other solvent systems is
likely to be greater than that noted for octanol-water, it is
even more difficult to directly measure the P values for ions
in these systems. For instance, in partitioning codeine
between CHCIl; and an aqueous phase 0.1 and 1.0 N in
HCI, the assumption was made that in neither case was the
measured value distorted by any free amine in the organic
phase.®® However, values from Table XVII indicate that the
log Pcrcy, of the free amine would be about 5.0 units
higher than the hydrochloride, and therefore a pK. — pH dif-
ference of 5 units (pK. = 6.04; pH = 1) is not sufficient to
assure that only ion pairs are being partitioned.

It is somewhat unexpected to find the log P for the >N+-
CH; group lower than that of the > N*-H group. In this case,
the nature of the anion appears to make a small but real
difference in the 108 Poctanat value. (For N-hexadecylpy-
ridinium, A log Pg._c1 = 0.12.) The following A 10g Poctenol
values were observed for adding both a methyl group and a
positive charge to an amine:

Alog P Anion
Chlorpromazine —5.35 Cl-
Pyridine —5.00 Br~
CH(CH,);N(CH;), —4.75 I-

The partition coefficient of ions between a nonpolar solvent
and water plays an essential role in the application of these
solvents as liquid ion-exchange membranes for ion-selective
electrodes.® A lipophilic anion, such as oleate, dissolved in
the solvent nitrobenzene can serve as the ‘‘site” species;
see Figure 2. In theory, the selectivity among various cations
is completely independent of the chemical properties of the
“site” species and depends solely on the difference in parti-

(89) G. Schill, R. Modin, and B. A. Persson, Acta Pharm. Suecica,

2, 119 (1965).

5590) G. Eisenman in “Ton Selective Electrodes,” No. 314, R, Durst,
d., National Bureau of Standards, Washington, D. C., 1969, pp 4-8.

Solution 1 Liquid membrane Solution 2
Rb*<— Rb* Rb' (a)
Lite— Li* >Li* (a)

L (Oleate) (b) —
I —> — 1" (c)

Figure 2. Ion-selective electrode (oleate in nitrobenzene): (a)
Counterions which differ in log P; (b) the site ion (for an
anion-selective electrode, dodecyl amine might be chosen);
(c) co-ion.

tion coefficient of the ions in that solvent.®® For instance,
the partition coefficient of monovalent cations between any
alcohol and water are not greatly different,’! and therefore
these solvents are not useful in liquid membrane electrodes.
The partition coefficients in nitrobenzene, however, are
markedly different,?2 and this solvent has been employed in a
useful electrode to measure [Li*] in the presence of [Rb*].%
The partition coefficients for the iodides fall in the following
order: Lit < Na*t < K* < Rb* < Et:.N*+ < Bu,N*, which
is the order also found for the solvent system diisopropyl
ketone-water.®®

Using dodecylamine as a site species, the order of anion
sensitivity in a nitrobenzene membrane sytem is I~ > Br~ >
Cl- > F~.%° This is the same order as the partition coefficients
of the anions measured in that solvent.??

For ideal behavior in a liquid membrane electrode, the
site ion should be almost completely “trapped” within the
organic phase, resulting in almost negligible exchange of
co-ion; see Figure 2. Ideal behavior is also dependent upon
complete dissociation of the site ions in the organic phase,
and the concentration of site ions at which departure from
ideality is noted may be a useful measure of the onset of
association into ion pairs. Ion selectivity depends only
slightly upon ion mobility and rates of diffusion across phase
boundaries.?*

Like nitrobenzene-water, the chloroform-water system
gives a wide range of P values for the counterions associated
with any large organic ion.* ~97 This again raises the question
of which system should one choose for a hydrophobic param-
eter to be used in correlating biological activity. Perhaps if
one is investigating electrical potentials in isolated nerve
tissue, for example, an ion-selective system might give values
which rationalize more of the data. Yet it is widely accepted®
that with most drugs the biological response in the intact
animal is only slightly dependent upon the nature of the
counterion (as long as initial solubility is achieved), and thus
a model system which is not ion selective should be preferred.

The distinction between ion-selective partitioning systems
and the nonselective systems may be simply that the former
have aprotic organic phases. In an extensive study of ion
solvation in protic vs. aprotic solvents, it has been shown®®

(91) H. Ting, G. Bertrand, and D. Sears, Biophys.J., 6,813 (1966).
92) I. T. Davies, J. Phys, Chem., 54, 185 (1950).
(93) F. Karpfen and J. Randles, Trans. Faraday Soc., 49, 823 (1953).
(94) H. L. Rosano, P. Duby, and J. H. Schulman, J. Phys. Chem., 65,
1704 (1961).
95) R. Bock and G. Beilstein, Z. Anal. Chem., 192, 44 (1963).
(96) R. Bock and C. Hummel, ibid., 198, 176 (1963).
(97) R.Bock and J. Jaing, ibid., 198, 315 (1963).
(98) A. Albert, “Selective Toxicity,” 2nd ed, Wiley, New York, N. Y.,
1960, p 116.
(99) A.I. Parker, Quart. Rev. Chem. Soc., 163 (1962).
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that anion solvation by protic solvents decrease strongly in
the order F~ > CI- > Br- > I~ > picrate™, while in aprotic
solvents the order is reversed. Even though for this study
methanol was used as the standard protic solvent (rather than
water) and a ratio of solubilities rather than a partition co-
efficient measured solvent affinity, these data are quite
relevant to this review. They predict the large range and cor-
rect order of P values for the above anions in the nitrobenzene-
water system and predict a very small range in any alcohol-
water system (nonprotic vs. protic solvents). The solvation
values for cations!% would predict a smaller protic vs. aprotic
difference, but the methanol vs. dimethyiformamide values
place them in the expected order: Nat < K+ < Cs* < Et N+ <
BuyN+,

Ill. Experimental Methods

By far the most extensive and useful partition coefficient
data were obtained by simply shaking a solute with two im-
miscible solvents and then analyzing the solute concentration
in one or both phases. However, mention should be made of
some other fundamentally different techniques.

Occasionally the ratio of solubilities in two separate sol-
vents has been measured and reported as a partition co-
efficient. 10! This is truly a value of P only at saturation and is
apt to be quite different from the value obtained under the
conditions of low solute coacentration and with the two
phases mutually saturated. As seen from Table VIII,
the amount of water soluble in many solvents can be quite
high and this modifies their solvent character considerably.
Rather high concentrations of organic solutes are necessary
to saturate many solvents. Not only does this make for
greater solute-solute interactions, but such high concen-
trations actually change the character of the organic phase
so that one is no longer dealing with, say, butanol as the
organic phase but with some mixed solvent. However, if the
information desired relates to miscible solvents,® 1% then
there is little choice in the matter. An extensive study has
been made of the solubility ratios of amino acids in a series
of alcohols, and this should be consulted for experimental
details.10% 108

Another procedure104 of limited application is that of
placing a volatile solute such as ethanol in a closed system with
two other solvents which need not be immiscible. If the con-
centration of solute is determined in both solutions and if the
relation between solute activity and concentration is known
in one of the solutions, the dependence of activity on con-
centration in the other can be inferred. This method, which
resembles solvent isopiestic procedures, can be used at low
solute concentrations.

A rapid method which employs automatic titration for the
determination of partition coefficients of organic bases be-
tween immiscible solvents has been described. 1% To an aqueous
solution of the base hydrochloride, sufficient standard NaOH

(100) R. Alexander, E. C. F. Ko,
J. Amer. Chem, Soc., 90, 5049 (1968)

(101) B. WrothandE Reid, lbtd 38, 2316 (1916).

(102) E. Cohn and J. Edsal, Protems, Amino Acids and Peptides,”
Reinhold, New York, N, Y., 1943 p 200.

(103) T. McMeekin, E. Cohn, and J. Weare, J. Amer. Chem. Soc., 58,
2173 (1936).

(104) S.D. Christian, H. E APfsprung,J R. Johnson, and J. D. Worley,
J. Chem. Educ., 40, 419( 63).

(105) A.Brandstrom, Acta Chem. Scand., 17, 1218 (1963).

A. J. Parker, and T. J. Broxton,

is added to convert about 20%; to the free base. The automatic
titrator is then operated as a pH-Stat, and, when the immiscible
solvent is added and stirred, it removes only free base from
the aqueous phase. From the ratio of NaOH added prior to
the addition of organic solvent, the partition ratio can be cal-
culated.

Some solutes with surfactant properties cause troublesome
emulsions to form between two immiscible solvents. Usually
these can be dispersed by centrifugation or long standing
or a combination of both. If this fails, diffusion techniques
can be used, although they are distressingly time consuming.
This method® has yielded results consistent with other pro-
cedures. It has also been shown’? how a partition coefficient
can be calculated from the difference between surface and
interfacial tensions, but the accuracy is probably not better
than an order of magnitude.

It has been mentioned that Craig countercurrent distribu-
tion procedures often yield valuable partition coefficient data.
However, for purposes of characterizing or separating a par-
ticular substance, it is desirable!%® to work with a partition
coefficient near 1. This is often accomplished through the
use of mixed solvents. Also, when a clean separation of solute
compounds is desired, concentrated buffers are used!% to
give maximum shift of P with pH. As a result, many of the
partition coefficients calculated from Craig procedures have
little comparative value because the solvent is unique or
because the aqueous phase is at high ionic strength.

A perusal of the literature reveals that many different
techniques have been employed for the simple problem
of mixing and separating the two phases in order to obtain
an equilibrium distribution of the solute. Many workers
have used periods of shaking as long as an hour or more.
Such a lengthy procedure is unnecessary. It has been
found:® that simple repeated inversion of a tube with
the two phases establishes equilibrium in 1-2 min. With
almost all of the many substances studied by these authors,
equilibrium was reached with 50 inversions. Experience in our
laboratory has shown that about 100 inversions in roughly
5 min produce consistent results. Very vigorous shaking
should be avoided since this tends to produce troublesome
emulsions. The clarity of the two phases is not a dependable
criterion of the absence of an emulsion, and therefore a
centrifugation step is recommended for precise determinations.
This cannot be overemphasized. For convenience, partitioning
can be carried out in 250-ml centrifuge bottles fitted with
glass stoppers. In this way centrifugation can be accomplished
without transfer of material. Avoiding cork or rubber stoppers
eliminates the possibility that impurities might be introduced
by these materials or that some substances might be ex-
tracted by such stoppers. Since it is desirable to work at low
concentrations in each phase (0.01 M or less), small amounts
of impurities can cause serious error.

In measuring about 800 partition coefficients between water
and octanol we have usually analyzed the solute in only one
phase and obtained the concentration in the other by dif-
ference. However, if there is the possibility that absorption
to glass may occur, both phases must be analyzed. Such ab-
sorption has been found to occur with ionic solutes.!%® Ab-

(106) L. Craig, G. Hogeboom, F. Carpenter, and V. DuVigneaud, J.
Biol. Chem., 168, 665 (1947).

(107) Reference 22,p 159,

(108) J. Fogh, P, O. H, Rasmussen, and K. Skadhauge, Arnal. Chem.,
26, 392 (1954).
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sorption may also be a serious problem when working with
very low concentrations of labeled compounds (<10-¢ M).

It is quite helpful to estimate the partition coefficient in ad-
vance of the determination (see section V). This allows one
to make a more judicious estimate of the volumes of solvents
to employ. With very lipophilic molecules, for example, it is
evident that relatively small volumes of nonpolar solvent
must be used or there will be insufficient material left in the
aqueous phase for analysis. For example, if a solute is
thought to have a P value of 200, and 20 mg was partitioned
between equal 100-ml volumes, the aqueous phase would end
up with only 0.1 mg. If the analytical procedure has an in-
herent error of 0.05 mg/100 ml, the P value could vary between
133 and 400. If, however, 200 ml of water and 5 ml of non-
polar solvent were used, the water layer would contain 3.5
mg or 1.75 mg/100 ml and the same analytical accuracy
would limit the range of P values from 194 to 206. With
good analytical procedures and proper volume choices of sol-
vent, log P values in the range —5 to +35 can be measured.

As pointed out in section II.C, many partitioning systems
show temperature dependence of about 0.01 log unit/deg in
the room-temperature range. Obviously, temperature con-
trol is essential for highest accuracy and is most important
for the more miscible systems. For most applications, espe-
cially as an extrathermodynamic parameter for biological
structure-activity relationships, variations due to tempera-
ture are hardly comparable to those inherent in the other
measurements, and therefore we do not consider it a serious
shortcoming that most of the values in Table XVII are simply
“at room temperature” without an estimation of what that
might be.

IV. Linear Free-Energy Relationships
among Systems

Since partition coefficients are equilibrium constants, it
should not be surprising that one finds extrathermody-
namic!¢? relationships between values in different solvent sys-
tems. Such an assumption was implicit in the work of Meyer?
and Overton2® who used oil-water partition coefficients to
correlate the narcotic action of drugs. Smith# also showed
the possibility of such relationships, but Collander’ was the
first to express the relationship in precise terms.

log P, = alog P, + b (32)

Working with only his own partitioning data, Collander
examined only the linear relationship between similar sol-
vent systems. In particular, he showed that eq 32 held between
the systems isobutyl alcohol-water, isopentyl alcohol-
water, octanol-water, dnd oleyl alcohol-water. Hansch,!1?
using Smith’s data, later extended the comparison of rela-
tively nonpolar systems using CHCl;—water for P, and the
following systems for P,: CCl,, xylene, benzene, and isoamyl
acetate.

The most useful relationships for the study of solute-sol-
vent interactions are obtained by defining a reference system
and making it the independent variable, P,, in a set of equa-
tions of the form of eq 32. Most of the reasons behind our
choice of octanol-water as the reference system have already
been given, but another practical one is the fact that it is the

(109) J. E. Let’ﬂer and E. Grunwald, “Rates and Equilibria of Organic
Reactions,” Wiley, New York, N. Y,, 1963,

(110) C.Hansch, Farmaco, Ed. Scl., 23 294 (1968).

system with the largest number of measured values containing
the widest selection of functional groups. Furthermore, a
large portion of these measurements have been made in one
laboratory, and therefore should be more self-consistent.

It is clearly evident from Smith’s data*t that, when the
nonpolar phases of the partitioning systems differ widely,
and especially when the solute sets contain molecules which
cannot hydrogen bond along with those which can, eq 32
does not give a good correlation. For example, in comparing
benzene-water with octanol-water, 52 assorted solutes give
a regression equation with a poor correlation coefficient (0.81)
and high standard deviation (0.55).

It might seem feasible to place all solutes in the order of a
ratio of P values from two standard systems and group them,
if possible, on this basis. This can be useful when the objec-
tive, for example, is limited to a comparison of Lewis acid
strengths by using the ratio of P values between a saturated
and unsaturated solvent system, hexane vs. p-xylene.!!! San-
dell!2 used a similar ratio from the CHCI; and diethyl ether
systems to reach some general conclusions about the relative
percentage of tautomeric forms of various solutes, but this
simplified system failed when applied to certain specific cases.
For example, it erroneously predicted a sizable concentra-
tion of imino form in a solution of benzenesulfonamide.!!3
Infrared spectroscopy data!l#!!s appear to directly contra-
dict this conclusion.

It appeared that the simplest way to make such a separa-
tion of solute types was to take the values from a single equa-
tion and separate all the “minus deviants” into one category
and the “plus deviants™ into another. After one has done this
for several solvent systems, one finds that the strong hydrogen
bond donors are the “minus deviants” and the hydrogen
bond acceptors are the “plus deviants.” The ether-water
system is exceptional, for while it also segregates the donors
from acceptors, the deviations are reversed.

Some work has been done to establish a scale of values
for H donors!!¢ and H acceptors,!T but these cover only a
small fraction of the solutes appearing in Table XVII. A rea-
sonable alternative was to place some of the more common
functional groups into ‘‘general solute classes” which would
be compatible with the “plus deviant” and “minus deviant”
catagories as indicated by regression analysis. These classes
also had to be compatible with the well-.known rules based
on the electronegativity and size of the two atoms bound by
the hydrogen atom;!!® see Table VII

It is to be expected that some changes in molecular struc-
ture outside of the functional group will have important effects
on H bonding, sufficient at times to change the assigned sol-
ute class. Examples of this situation which have been allowed
for are seen in no. 5 and 13, but others can be expected also.

Whenever a solute molecule contained two or more non-
interacting functional groups, each of which would require
classification as “A” and “B”, we have placed it in the class

(111) R.Orye, R. Weimer, and J. Prausnitz, Science, 148, 74 (1965).
(112) K. Sandell, Naturwissenschaften, 53, 330 (1966).

(113) K. Sandell, Monatsh. Chem., 92, 1066 (1961).

(114) J. Adams and R. G. Shepherd, J. Org. Chem., 31, 2684 (1966).
(115) N. Bacon, A. I. Boulton, R. T. Brownlee, A. R, Katritzky, and
R. D. Topsom, J. Chem. Soc., 5230 (1965).

(116) T. Higuchi, J. Richards, S. Davis, A, Kamada, Hou, M,
Nakano, N. Nakano, and I. Pitman, J. Pharm. Sci., 58, 661 (1969)

(117) R. W. Taft, D. Gurka, L. Joris, P. von R. Schleyer, and J. W,
Rakshys, J. Amer, Chem. Soc., 91, 4794 4801 (1969).

(118) G. Pimentel and A. McClellan, “‘The Hydrogen Bond,” Rein-
hold, New York, N. Y., 1960, p 229.
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Table VII
General Solute Classes

. Acids

. Phenols

. Barbiturates

. Alcohols

. Amides (negatively substituted, but not
di-N-substituted)

6. Sulfonamides

7. Nitriles

8. Imides

9.2 Amides

Group “A”
H donors

WMs W =

Group “B” 10.2 Aromatic amines (not di-N-substituted)
H acceptors 11. Miscellaneous acceptors

12, Aromatic hydrocarbons

13. Intramolecular H bonds?

14. Ethers

15. Esters

16. Ketones

17. Aliphatic amines and imines

18. Tertiary amines (including ring N com-
pounds)

¢ Classes 9 and 10 must be reversed when considering the ether
and oil solvent systems. ¢ E.g., o-nitrophenol. ¢ “Neutral” in CHCl;
and Cclg

which gave the best fit with that particular equation. It was
felt that the best fit of the data would serve to categorize the
dominant solvation forces in such cases. For example, p-
methoxybenzoic acid is both an acid (class 1) and an ether
(class 14). Regression equation “A” gave the best fit in the
solvent systems: benzene, toluene, and xylene (see Table
VIII). This suggests that the H-donor ability of the carboxyl
group dominates in placing p-methoxybenzoic acid in the
most poorly accommodated category when these solvents
are compared to octanol. In the CHCl-water system, how-
ever, p-methoxybenzoic acid is not so poorly accommodated
(again in relation to the standard reference system), and ac-
tually the “N” equation fits it as well as the “A” (Table VIII).
This suggests that the weak H-donor capability of the sol-
vent, CHCl;, increases the accommodation of this solute by
interacting with the ethereal oxygen.

Once a practical basis for sorting solutes was available, we
could study the set of equations (of the form of eq 32) relating
the solvent systems to see if the slope and intercept values
could give some indication of the solute-solvent forces at
work. In doing so, it was convenient to establish some sort
of preliminary order to the solvent systems. Although the
dipole moment, the dielectric constant, the solubility param-
eter,!!*=122 and the molar attraction constant have each
been useful in establishing a scale for solvents in certain ap-
plications, none seemed to put partitioning solvent systems
into a sensible order. A simple scheme which did work was
to order them according to the amount of water they con-
tained at saturation. In Table VIII they appear in this order.

In using the slopes and intercepts of the equations of Table
VIII to study solute-solvent interactions as compared to the
standard solute-octanol interaction, we can consider the

(119) J. H. Hildebrand and R, L. Scott, “The Solubility of Nonelectro-
lytes,” 3rd ed, Reinhold, New York, N. Y., 1950.

(120) L. J. Mullins, Chem. Rev., 54, 289 (1954).

(121) S. Khalil and A, Martin, J. Pharm. Sci., 56, 1225 (1967).

(122) J. A, Ostrenga, ibid., 58, 1281 (1969),

slope value first. We can see that it is a measure of the solvent
system’s sensitivity to changes in lipophilicity of solutes. Bu-
tanol—water, as expected, has the lowest slope value and the
least sensitivity. When this pair is satarated with one another,
they are about as much alike as two separate phases can be.
Since log P measures the difference in transfer energy between
the two, changes in solute character will register as only small
differences when compared to octanol.

Increasing the hydrocarbon chain length in the solvent
alcohol increases the dissimilarity of the alcohol-water
phases, and there is an increased sensitivity to solute changes.
Apparently, a maximum sensitivity is reached at octanol for
the slope in the oleyl alcohol equation is also 1.0.

There is some basis for the postulate that the partitioning
process, outside of hydrogen bonding, is the same for solutes
in each system, and therefore if hydrogen bonding were ac-
counted for separately, the slopes of all the equations in Ta-
ble VIII would be near 1.0. Some of the results reported by
Higuchi and his coworkers!!¢ can be interpreted in this man-
ner. They have used the cyclohexane-water system where the
organic phase has a minimum of hydrogen-bonding ability,
and to it have added a small amount of tributyl phosphate
(TBP) or isopropoxymethyl phosphoryl fluoride (sarin) as
H-bond acceptors. By partitioning a set of substituted phenols
between the two phases they have calculated an equilibrium
constant for the solute-TBP complex. Table IX contains
their data and log Poctenot values for the phenols, and from
it eq 33 and 34 have been formulated. The correlation be-

log Postanar = 0.50 log Poyelobexane + 2.43 (33)
n 4 Ry
9 0.791 0.391
lOg Poctanol = 1.00 log Pcyclohexane + 1.20 lOg KHB + 2.35 (34)
n 4 N

9 0.979 0.140

tween partition coefficients in octanol and cyclohexane
is poor, as shown by eq 33. However, when correction is
made for the hydrogen-bonding ability of the phenols by
adding a term in log Kgs, @ good correlation is obtained
(eq 34). Moreover, the coefficient with 10g Peyciobexane 1S
1.00, indicating that in a rough sense the desolvation pro-
cesses are the same for each system.

It is reasonable to propose that decreasing the lipophilic
character of the nonaqueous phase decreases the energy re-
quired to transfer a hydrocarbon solute (or a specific seg-
ment of a solute, such as a methylene group) from the non-
aqueous to the aqueous phase, and this would result in a de-
crease in the slope values in Table VIII in going from octanol
to butanol. It would be logical to predict, therefore, that any
alteration of the aqueous phase in these partitioning systems
to make it more like the nonaqueous would also reduce the
transfer energy and lower the slope.

There are not a great deal of data in the literature which
are suitable for testing this hypothesis, but the investigations
of Feltkamp!? certainly support it. He measured the distri-
bution of various barbiturates between diethyl ether and a
50:50 mixture of dimethylformamide and water. Since DMF
itself is not very well accommodated by ether (10g Pethor—water

(123) P values for al_l of the solutes used to develop the equations are
listed in J. Org. Chem., 36, 1539 (1971), microfilm edition.

(124) D, Burton, K, Clark, and G. Gray, J. Chem, Soc., 1315 (1964).
(125) H. Feltkamp, Arzneim.-Forsch,, 15, 238 (1965).
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Table VIII
Solvent Regression Equations!2?
LOg Pwiv = a LOg Poctanor + b

—H,0 concn at saturation— H-donor solutes

H-acceptor solutes

Solvent — -Equation “*4" Equation “B"——————. —_
(vs. H;0) 108M a® be n s a b n ¥ s
Cyclohexane 2.5 0.675 — 1.842 26 0.761 0.503 1.063 — 0.734 30 0.957 0.360
(£0.24) (£0.48) (£0.12) (=£0.25)
Heptane 3.3 1.056 — 2.851 10 0.764 0.916 1.848 — 2.223 11 0.954 0.534
(£0.73) (=*1.46) (£0.44) (=£0.93)
CCl¢ 10.0 1.168 — 2.163 24 0.974 0.282 1.207 — 0.219 11 0.959 0.347
. (£0.12) (£0.15) (£0.27) (=£0.37)
Xylene 18.8 0.942 — 1.694 19 0.963 0.225 1.027 — 0.595 21 0.986 0.230
(£0.13) (£0.21) (£0.08) (=%0.16)
Toluene 25.6 1.135 — 1.777 22 0.980 0.194 1.398 — 0.922 14 0.971 0.274
(£0.11) (£0.16) (£0.22) (x0.37)
Benzene 26.0 1.015 — 1.402 33 0.962 0.234 1.223 — 0.573 19 0.958 0.291
(£0.11) (=£0.14) (£0.19) (%0.20)
CHCl; 68.4 1.126 — 1.343 28 0.967 0.308 1.276 4+ 0.171 21 0.976 0.251
(£0.12) (=£0.21) (£0.14) (£0.17)
Oilsd 72.5 1.099 — 1.310 65 0.981 0.271 1.119 — 0.325 14 0.988 0.233
(£0.06) (=£0.09) (£0.11) (=£0.19)
Nitrobenzene 180 1.176 — 1.072 9 0.977 0.217
(£0.23) (=£0.20)
Isopentyl acetate 456 1.027 4+ 0.072 22 0.986 0.209
(£0.08) (=£0.13)
Ether 690 1.130 — 0.170 71 0.988 0.186 1.142 — 1.070 32 0.957 0.326
(£0.04) (=£0.05) (£0.13) (=£0.12)
“Sole” Equation
Oleyl alcohol 712 0.999 — 0.575 37 0.985 0.225
(£0.06) (=x0.11)
Methyl isobutyl 950 1.094 + 0.050 17 0.993 0.184
ketone (£0.07) (%0.11)
Ethyl acetate 1620 0.932 + 0.052 9 0.969 0.202
(£0.21) (£0.18)
Octanol 2300 1.000 + 0.000
Cyclohexanone 4490 1.035 + 0.896 10 0.972 0.340
(£0.20) (=£0.30)
Primary pentanols  5000¢ 0.808 + 0.271 19 0.987 0.161
(£0.07) (=£0.09)
sec- and tert- 5320/ 0.892 + 0.288 11 0.996 0.091
pentanols (£0.06) (=£0.06)
2-Butanone 5460 0.493 + 0.315 9 0.987 0.093
(£0.07) (£0.07)
Cyclohexanol 6510 0.745 4+ 0.866 12 0.985 0.100
(£0.09) (=*0.14)
Primary butanols 94404 0.697 + 0.381 57 0.993 0.123
(£0.02) (=£0.03)

e The values in parentheses are the 95%; confidence intervals.
(£0.70) (n = 6, r = 0.809, s = 0.462).

b The ““N” equation is log Pccie = 0.862 (£0.60) 10g Poctanot — 0.626
c The ““N” equation is log Pcrcis = 1.10 (£0.09) 108 Poctanot — 0.617 (£0.12) (n = 32, r = 0.974,

s = 0.254). ¢ Most liquid glyceryl triesters fit this equation; olive, cottonseed, and peanut oils were the most frequently used. ¢ n-Amyl alco-
hol = 5.03 M in water; isoamyl alcohol = 4.50 M in water. / Water content measured for 2-pentanol only. ¢ Water content measured for

1-butanol only.

= —1.62),2 it should not greatly change the solvent
properties of the water-saturated ether phase, but it must
greatly reduce the protic nature of the aqueous phase. The
following equation was derived using this rather limited set
of solutes.

IOg Petberlﬂgo—DMF = —0.321 + 0.400 log Poctano(
n 4 N
6 0.988 0.058

The equation with two additional values for hexobarbital
and phenobarbital was essentially the same (slope = 0.405)

even though these poorly predicted solutes lowered the value
of r to 0.86. It is apparent that this drastic reduction in the
protic character of the aqueous phase has reduced the sen-
sitivity of the ether-water system to changes in lipophilicity
of solutes by a factor of 2.8 (i.e., 1.13/0.4). Diethylformamide,
by disrupting the water envelope around a nonpolar solute,
in all probability reduces the entropy factor in phase transfer.

The intercept value for each of the regression equations in
Table VIII can be used as a measure of the lipophilicity of the
solvent in a slightly different fashion. It is apparent that the
intercept value in the equation for a given solvent system
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Table 1X

Relationship between Phenol Partition
Coefficients in Octanol and Cyclohexane

Obsd=  Caledd
Log Log Log
Phenol Poyotobexane® Log Kup® Poctanol Postanot [A lOgP[

Unsubstituted —0.85 0.00 1.46 1.50 0.04
4-Me —0.14 —0.16 1.94 2.02 0.08
4-Et 0.40 —-0.11 2.44 2.62 0.18
4-tert-Butyl 1.12 -0.27 3.3 3.15 0.17
3-F —0.8512¢ 0.39 1.93 1.97 0.04
4-F —1.00 0.24 1.77 1.64 0.14
4-Cl —0.7012¢ 0.48 2.39 2.24 0.16
4-NO, —-1.93 1.33 1.96 2.01 0.05
2,3«(CH), 0.52 0.16 2.98 3.06 0.08

¢ Some values are average of two determinations; see Table
XVII. ® From ref 117. < From ref 10 and 58. ¢ Calculated using eq
34,

is the log P for any solute which is distributed equally be-
tween water and octanol; i.e., 10g Poctanat = 0. Thus a nega-
tive intercept for any equation indicates that the solvent is
more lipophilic than octanol, and a positive intercept indi-
cates that it is more hydrophilic. This is more readily apparent
if one examines a homologous series of solutes, for example,
the carboxylic acids. The octanol log P values begin at —0.54
for formic and rise to —0.17 for acetic and to 40.33 for pro-
pionic. Therefore, it takes between two and three lipophilic
methylene groups to balance the hydrophilic carboxyl group
and allow the octanol to share the solute equally with water.

In the oleyl alcohol-water system, it takes one additional
methylene group before a carboxylic acid becomes lipophilic
enough to be equally shared; i.e., 108 Poey1 e = O between
propionic and butyric. Similarly, it is noted that in nitroben-
zene-water it takes two additional methylenes, in benzene-
water it takes three, and in CCl,~water it takes about 4.5
additional groups to bring the solute to an equal lipophilic
level with the organic phase.

Using the intercept values from the “A" or “sole” equa-
tion as a measure of the solvent’s lipophilicity, we see that
there is a very good correlation between these values and the
water content at saturation.

log (H:0) = 1.077[intercept] + 0.249 (35)
n r s
17 0.979 0.217

Sometimes it may be misleading to think of a scale of *li-
pophilicity” as the simple reciprocal of a *“hydrophilicity”
scale, but eq 35 shows that the inability of a partition solvent
to ““accommodate” water is a good measure of its lipophilic
behavior toward a great assortment of organic solutes.

A more complex kind of partition, but one which can be
studied by means of linear regression equations similar to
those in Table VIII, is that of the distribution of small organic
molecules between proteins and an aqueous phase. A large
number of such examples are known which can be correlated
by an equation similar to eq 32.

log K =alogP + b (36)

In eq 36, Kis an equilibrium constant measuring the binding
of the small solute molecule by protein. In some work, the
expression log (B/F) has been used instead of K. B

represents the per cent of small molecules partitioned onto
the protein, while F is the per cent of small molecule in the
aqueous phase. A number of such examples are given in Ta-
ble X.

In other examples the binding constant is expressed as
1/C where C is the molar concentration of small molecule
necessary to produce a 1:1 (or higher, as indicated) complex
of protein and small molecule.

The way the binding constant is defined greatly affects the
intercepts listed in Table X so that only those defined in the
same way can be compared. The slopes, however, differ very
little regardless of the system, the type of compound studied,
or the way in which the binding constant is defined.

Omitting the slopes for examples 1, 2, and 9 where the
work was done at 4° (since it is known the slopes for
the Hammett-type relationships are higher at lower tempera-
tures), and omitting the rather deviant value of example 12,
we are left with a set of 14 slopes with a mean value and stan-
dard deviation of 0.55 & 0.06. This is amazingly constant con-
sidering the variations in conditions. The relationship be-
tween the results in Table X and those of Table VIII calls for
further careful analysis. None of the slopes in Table VIII are
as low as 0.54; the lowest for a carefully studied system is
that of the butanols (0,72). In this sense, butanols behave
more like the proteins than the other solvents of Table VIII.
In fact, Scholtan!®® has shown that the binding of many drugs
to serum protein follows the relationship

log K = 0.9 log P:-uor + constant 37

In eq 37, there is almost a 1:1 relationship between the loga-
rithms of the two kinds of equilibrium constants. In this
limited sense butanol, saturated with water, resembles a pro-
tein in structure.

Of course, in actual fact, saturated butanol which contains
a greater number of water molecules than butanol molecules,
is not at all like a protein. If the main driving force in the
transfer from water into octanol or onto a protein is desol-
vation of the water about the solute, then we can postulate
that the degree of desolvation must be about the same in each
process. In the case of butanol, the solute molecule, in enter-
ing the butanol phase, finds itself in a rather aqueous en-
vironment. While the structure of the “flickering clusters”
around the solute must be largely broken up in butanol, more
such structures must be present than in solvents such as oc-
tanol or benzene. In the case of the proteins of Table X, since
the weighting factor with the log Poctano: term is 0.5, one
could postulate that only half as much desolvation occurs on
the average in partitioning onto a protein as into octanol;
that is, for a given increment in hydrophobicity (say, a phenyl
group), the driving force for partitioning onto protein is only
half of that of partitioning into octanol. One way of ration-
alizing this is to postulate that the solute molecules are parti-
tioned onto the surface of the protein and in this way only
partially desolvated. This seems a more logical explanation
than to assume that they are completely engulfed by protein

(126) C.Hansch in “Drug Design,” Vol. 1, E. ], Ariens, Ed., Academic
Press, New York, N.Y,, 1971, p 271.

83%)7)A E. Bird and A, C. Marshall, Biochem. Pharmacol., 16, 2275

gggg)c Hansch and F. Helmer, J. Polym, Sci,, Part A-1, 6, 3295

(129) J. M. Vandenbelt, C, Hansch, and C. Church, unpublished results.
(130) W. Scholtan, Arzneim.-Forsch., 18, 505 (1968).
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Table X
Partitioning of Organic Compounds between Proteins and Aqueous Phases

Type of compound Macromolecule®  K* a b n y s Ref T, °C
1. Miscellaneous BSA (1:1) 1/C 0.75 2.30 42 0.960 0.159 9 4
2. Miscellaneous BSA (3:1) 1/C 0.59 - 2.03 16 0.900 0.133 9 4
3. Barbiturates BSA (1:1) 1/C 0.58 2.40 4 0.961 0.137 9 RT
4. Barbiturates BSA B/F 0.51 —-1.22 17 0.896 0.181 126 RT
5. RCOO- BSA K 0.59¢ —6.51 5 0.966 0.213 9 23
6. Miscellaneous BSA (1:1) 1/C 0.67 2.48 25 0.945 0.242 129 37
7. Penicillins Human serum  B/F 0.49¢ —0.63 79 0.924 0.134 127 ~22
8. Thyroxine analogs Albumin K 0.46 2.59 8 0.950 0.237 126 37
9. Miscellaneous Hemoglobin 1/C 0.71 1.51 17 0.950 0.160 9 4
10. ROH Ribonuclease K 0.50 —1.56 4 0.999 0.012 9 62

11. Acetamides Nylon K 0.69 —-7.16 7 0.961 0.203 128 26.5

12. Acetanilides Rayon K 0.84 —7.24 7 0.967 0.227 128 26.5
13, Barbiturates Livers B/F 0.52 —1.14 5 0.973 0.124 126 RT
14. Barbiturates Heart? B/F 0.62 —1.48 5 0.950 0.207 126 RT
15. Barbiturates Kidney? B/F 0.53 —1.42 5 0.962 0.152 126 RT
16. Barbiturates Lung? B/F 0.56 —1.50 5 0.956 0.173 126 RT
17. Barbiturates Brain¢ B/F 0.52 —1.44 5 0.973 0.125 126 RT
18. Barbiturates Muscle? B/F 0.48 —1.45 5 0.970 0.121 126 RT

¢ BSA = bovine serum albumin. * C = molar concentration; B/F = ratio bound to free; for definition of K, see original article. ¢ = values

used instead of log P. ¢ Homogenized.

(as they are in passing into butanol) but that the “sweater”
of outer molecules is not completely stripped from the solute.

There are instances in which the slope relating binding to
10g P,etenor i 1. For example, the correlation of log 1/K, with
log P for chymotrypsin substrates!?! and inhibitors is essen-
tially 1 for substituents thought to be binding in the p, area.
K. is the Michaelis constant and is an approximate binding
constant. Chymotrypsin is known to contain a deep cleft
which may constitute the p, area and, in this instance, com-
plete desolvation of the substituent may occur,

V. Additive-Constitutive Properties

It was apparent to Meyer?’ and Overton, 28 as well as the other
early workers in the field, that in a homologous series the
partition coefficient increased by a factor of from 2 to 4 per
CH,. Cohn and Edsal!°? verified that this kind of additivity
held for the solubility ratios of amino acids in ethanol and
water. They also extended it to include values for the groups
-CH,CONH-, OH, SH, and C¢H;, and for dipolar ionization.
Collander* determined that AP/CHj; fell in the range of 2 to 4
for the ether-water system and 1.8 to 3.0 for the butanol-water
system. He also reported a range of values for AP when the
following substitutions were made: OH for H, NH; for H,
CO.H for CH;, CO.H for CONHj,, and halogens for H. In view
of these long-standing observations, it is surprising that no
really systematic effort was made to study the additive
character of the partition coefficient until the early 60’s.

A. DEFINITION OF =

Additivity was first established for a wide variety of groupsina
study of the substituent constant, w, defined?® in an analogous
fashion to the Hammett ¢ constant

7x = log Px — log Pm

where Px is the derivative of a parent molecule, Pg, and thus

(131) C. Hansch and E. Coats, J. Pharm. Sci., 59, 731 (1970).

7 is the logarithm of the partition coefficient of the function
X. For example, w1 could be obtained as follows.

el = IOg Pcblorobenzene - IOg Pbenzene

B. SUBSTITUENT FREE ENERGIES AND
INTERACTION TERMS

It has been found that = values are relatively constant from
one system to another as long as there are no special steric or
electronic interactions of the substituents not contained in the
reference system. For example, it has been found that wce,
for groups attached to various benzene derivatives has a value
in the octanol-water system of 0.50 = 0.04 for 15 different
examples. The weak interaction of the methyl group with
functions as active as a nitro group is exceptional. Most other
« values are not so constant with respect to electronic envi-
ronment. For example, in 15 examples of wxo, in aromatic
systems, = had a mean value and standard deviation of 0.01
=+ 0.32.

The function = is best viewed in extrathermodynamic
terms. The symbols H-N-H and X-N-H can be used to
represent a solute nuclei (N), the first one unsubstituted and
the other containing the substituent X. The parameter =
can then be defined by a comparison of two equilibria

H K L
H-N-H —= H-N-H K; = (H-N-H)L/(H-N-H)¥

H K> L
X-N-H —= X-N-H K, = (X-N-H)L/(X-N-H)#

The superscripts H and L denote the hydrophilic (H;O) and
lipophilic (solvent) phases and refer to the phase in which the
molecule is located.

7 = log Kx/K)

That is, the ratio of the equilibrium constants is equivalent to
the equilibrium constant for the reaction

X-N-HHE + H-N-HL ——= X-N-H! 4 H-N-HY (38)
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The free energy change resulting from the introduction of X on
the first of the above equilibria would be

2.3RT log K»/K; = Gx-x-gl + Gu_n—uE —
Gx-n-g — Ge_n-gl (39)

If we assume that the free energy of an individual molecule in
eq 38 can be represented as the sum of its parts and their
interaction, we may write

Gx_x-gl = GxU + Gyt + Gl +
Gxxt + Gaxt + Gxat (40)

In eq 40, the terms on the right represent the free energies of
the substituents X or H and their interactions with the basic
structure N (Gxyl) or each other (Gxgl). Formulating the
other molecules in this fashion and substituting into eq 39
yields

2.3RT log K»/K; = Gxt + Gxxb +
Gxul + GgH + GunH + GgpH — GxH —
GxxH — GxgH — Gyl — Gext — Geat (41)

Making substitutions of the type GxL — GxH = AGx, eq 41
is converted to

2.3RT log K»/K, = AGx + AGxnx +
AGxu — AGn — AGux — AGer (42)
If the interaction terms can be neglected, then
7 = 2.3RT log K»/K, = AGx — AGr (43)

When two functions are involved, the following equilibria
must be considered.

H Ks L
H-N-Y —= H-N-Y (44)

K; = (H-N-Y)L/(H-N-Y)#
K
X-N-Y — X-N-Y 45)
Ki = (X-N-Y)L/(X-N-Y)H#
Equation 46 can then be derived from eq 44 and 45.
7 = 2.3RT log K4/Ks; = AGx 4+ AGxx +
AGxy — AGay — AGg — AGan (46)
Subtracting eq 43 from 46 yields

Aw = AGxy + AGur — AGry — AGxn 47N

Am = Tpbenol — Thenzene — 0.82¢ 4 0.06
Aw = Tbenzyl alc ™ WTbenzene — 0.47¢ + 0.04

An = T pbenoxyacetic acid ™

AT = Tnitrobenzene — Thenzene = —0.51¢ =+ 0.28

For Ax to equal or approach 0, the four interaction terms
must be equal to or approach 0. (There is of course the un-
likely case where they might cancel each other so that Ax
= 0.) As the number of changes in the systems under com-
parison becomes larger, so do the interaction terms, and hence
the possibility that = from very different systems will remain
constant becomes less likely. It is apparent from this analy-
sis that the approach of Cratin®! (see section II.C) cannot be

extended indefinitely and that, for the present, one is limited
to the use of model systems worl.ing outside of classical ther-
modynamics.

It has been shown!® that the difference in = constants from
two different systems is highly dependent on electronic inter-
actions. This is illustrated by eq 48-51 in which the Hammett
function,!% ¢, is the measure of electronic interaction. A good
correlation is obtained with phenols in eq 48. The positive
coefficient with ¢ indicates that an electron-withdrawing sub-
stituent, X, will be relatively better accommodated by octanol
when it is moved from benzene to phenol. Surprisingly enough,
a poorer correlation is obtained using o~. The reason for this
may be that the linear relationship between A7 and ¢ does not
cover a very wide range of o values. For example, placing
two nitro groups on phenol yields a negative A= rather than a
positive A obtained for mononitro functions in eq 48.

1. Inductive Effect

Relatively little systematic effort has been expended studying
systems in which the inductive effect of one substituent on
another can be cleanly dissected away from other effects.

It is clear in the benzyl alcohols correlated by eq 49 that
electron-withdrawing substituents increase log P values rela-
tive to benzene. For example

TNOg = 108 Pnitmbenzene - lOg Pbenzene = _0.28
TNOg = 108 P4-nitmbenzyl ale ™ 108 Pbenzy( ale = 0.11

In this example it seems unlikely that the primary effect on =
is the action of CH,OH on NO;; it seems more reasonable to
assume that the electron-withdrawing action of NO; on the
region near the OH function is responsible for Ax of 0.39,
The inductive effect of the nitro group which is insulated from
the OH by the CH, unit is apparently making the lone-pair
electrons of the OH function less available for hydrogen bond-
ing lowering the affinity of this function for the water phase.
This same effect is quite apparent with anilines and phenols
bearing electron-withdrawing functions. While the inductive
withdrawal of electrons from the region of a function con-
taining lone-pair electrons often raises its = value, this is not
always so. m¢ from the benzene system is 0.71, while 7 ¢
in the nitrobenzene system is only 0.54, and 7 ;.¢; is 0.61.

That the inductive effect is quite small with alkyl groups is
illustrated by eq 52 and 53.

n r N

24 0.954 0.097 (48)

11 0.937 0.086 (49)
Thensene = 0.36¢ + 0.04 22 0.754 0.100 (50)

20 0.676 0.250 (51)

TWCHy = 108 PEtNOg bl log Pyeno, =
0.18 — (—0.33)

0.51 (52)
TCHy, = log Ppl-No2 - log PEtNOz = 0.65 — 0.18

047 (53)

2. Resonance Effect

The effect of electron delocalization on = values is well illus-
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trated by the difference between aliphatic and aromatic =
values shown in Table XI. The effect of moving functions from

Table XI
Comparison of Aromatic and Aliphatic = Values

Aromatic ™ Aliphatic ™
LOchGHax - LOgPRX - A
Function log Pcsms log Pru Tar — Wal
NH, —-1.23 —-1.19 —0.04
I 1.12 1.00 0.12
S-CH;, 0.61 0.45 0.16
COCH; —-0.55 -0.7 0.16
CONH;, —1.49 -1.71 0.22
COOCH; —0.01 —-0.27 0.26
Br 0.86 0.60 0.26
CN —0.57 —0.84 0.27
F 0.14 —-0.17 0.31
Cl 0.71 0.39 0.32
COOH —0.28 —0.67 0.39
OCH; —0.02 —0.47 0.45
OC¢H; 2.08 1.61 0.47
N(CHj;): 0.18 —0.30 0.48
OH —0.67 —1.16 0.49
NO; —0.28 —0.85 0.57

aliphatic to aromatic positions is a complex one. The amino
group stands out by showing the smallest change, this despite
the fact that a large amount of evidence leaves no doubt
about the delocalization of the nitrogen lone-pair electrons.
The higher = value which should result from this effect is
apparently offset by better hydrogen bonding of the two
hydrogen atoms which increases affinity for the water phase.
When the hydrogen atoms are removed, as in the N(CHjy),
function, we see the expected A= value, that is, one somewhat
higher than Armocr,. With the more electronegative oxygen
atom this effect is not observed. The largest Ax is for NO,,
and it appeared possible that the acidity of the a-hydrogen
atoms might be playing a role in conferring unusual hydro-
philic character to the aliphatic nitro solutes. However, wo,
was found to be essentially unchanged for the tert-nitro de-
rivative, 2-methyl-2-nitropropane.

With the exception of NH., transferring any function from
an aliphatic to an aromatic position results in an increase in
lipophilicity. Actually, Aw for NH, is so small that it can be
considered to be 0.

Replacing a single bond with a double bond results in a
constant Aw of about —0.3. This can be illustrated as fol-
lows by comparing 7_craca,— (=1.00) with 7_cg_ce- derived
from five systems (Chart I). If, indeed, log P or « is primarily

Chart I
T_CH-CE- = 10g PcH3coCE2CE20H-CcH2 — 108
Pcmscocnsors = 1.02 — 0.29 = 0.73
T—CH=CH- = /3 108 Phenzene = 1/3(2.13) = 0.71
T—-CH=CH = 1/5 log Pnaphthnlene = 1/5(345) = 0.69
7T-ca-cH = 108 PosHs0CcH20E-CH>, — 108 Pcsmsocns =
294 — 211 = 0.83
m—cE.cE- = /2 (108 Paialy1 — 1.00) = 1/4(2.45 — 1.00) = 0.72
Av= 0.73
Ar = —0.27

determined (in apolar functions) by the removal of an en-
velope of structured water molecules, then it is not surprising

that 7_cg~ce— is the same in one of the conjugated double
bonds in naphthalene as in an isolated double bond in 5-
hexen-2-one.

An acetylenic group has a somewhat lower = value.

0.48
0.40

T_C=CH = lOg Pl-pentyne - IOg PC3EIS = 198 - 1-50

TW_C=CH = lOg PC6H5CECH bl log PCeHa =253 — 213

Conjugation of w-electron systems does not appear to result
in big changes in 7 values even when a heteroatom is included
in the system. Table XII illustrates the amount of variance in

Table XII
Constancy of = for -CH=CHCH=CH-
T-CH=CHCH=CH-

Log Pizdole — 108 Ppyrrole = 2.14 — 0.75 = 1.39
LOg Pquinoline - 108 Ppyridine =203 — 065 = 1.38
108 Pisoquinoline - log Ppyridine = 208 — 0.65 = 1.43

LOg Pacridme - log Pquinoline =340 — 203 = 1.37
LOg Pdibenzofuran - longenzofuran =412—-267= 1.45
Longenzothiophene - logPthiophene =312 - 1.81 =1.31
Log Praphthatene — 108 Phenzene = 3.45 — 2,13 = 1.32
2/3 log Prensene = 2/3(213) = 1.42
LogPﬂ-naphthol - logPpheno1 =284 —-146= 1.38

LOg Pﬂ-naphthoxyacetic acid — log Pphenoxyacetic acid =

254 —-121= 1.33
Av = 1.38 £ 0.036

T_cE—cEcE=cH- 1IN @ variety of different aromatic systems.
The mean value and standard deviation for the 10 systems is
1.38 = 0.036.

3. Steric Effect

Steric effects can be quite varied in nature. The shielding of
lone-pair electrons by inert alkyl groups produces a significant
increase in = values.

TCHy = lOg P2-methylpbenoxyacetic acid ™ IOg Ppos =

2,10 — 1.26 = 0.84
TCHy = lOg Ps-methylphenoxyncetic acid — 10g Ppos =
1.78 — 1.26 = 0.52

Shielding a hydroxyl function by inert groups such as 2,6-
substituted phenols reduces hydrogen bonding and results in a
positive Aw, This is most pronounced in the case of a nonpolar
solvent system such as cyclohexane, #2132

Crowding of functions may also reduce hydrophobic bond-
ing with the opposite effect on Ax. For example, pentachloro-
phenol has a measured log P of 5.01, while its calculated value
would be

log P = phenol + 27,-c1 + 2Tm-c1 + Tp-ct =
1.46 + 1.38 + 2.08 + 0.93 = 5.85

Assuming electronic effects of each Cl atom to be contained
in the corresponding wc1 value, Ameene = 5.01 — 5.85 =
0.84. Presumably, this would be the result of fewer water

(132) C. Golumbic, M, Orchin, and S. Weller, J. Amer. Chem. Soc.,
71, 2624 (1949).
(133) 1. Fritz and C. Hedrick, 4nal. Chem., 37, 1015 (1965).
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molecules clustered around each chlorine atom in the penta-
chloro derivative than in the monochloro derivatives.

1,2,3-Trimethoxybenzene is an interesting example of how
the steric effect can operate to inhibit resonance and thus
decrease .

lOg PCeHS(OCHs)S = lOg I’cege =+ 37T'OCE13 = 213 — 0.06 = 2.07

The measured value is 1.53, indicating greater than expected
affinity for the water phase. If we assumed that only the central
OCH; is perturbed and that it is twisted out of the plane of the
ring so that resonance between the oxygen lone pair electrons
and the = electrons of the benzene ring is prevented, then the
central OCH; might be expected to have the = value of an
aliphatic function. This can be tested as follows.

TOCHy = 108 Py,s. 3-trimethoxybenzene ™

log Pl,s-dimetboxybenzene = 1-53 - 2.09 = —0.56

The « value for the ‘“‘twisted -OCH;” (—0.56) is much
closer to that of an aliphatic OCH; (—0.47) than it is to an
ordinary aromatic -OCH; (—0.02).

Sometimes the steric effects of alkyl functions on the solu-
bility characteristics of an adjacent carbonyl function can be
quantitatively correlated with the Taft E, parameter. The
partition coefficients of a series of 2-alkyltriazinones are listed
in Table XIII along with E, values. The calculated log P values

Table XIII
Steric Effect in Triazinones
0
R%N/NHZ
N /‘\
SN SCH,
Log P
Calcd Obsd pred Obsd —
No. R log Po E; logP byeqg54 pred
1. CH;, —-0.16 0.00 -0.16 —-0.14 -0.02
2. GC;H; 0.3 -0.07 0.46 0.41 0.05
3. n-CH; 0.84 -—0.36 0.93 1.04 -0.11
4. -CgH; 0.64 . —0.47 1.01 0.88 0.13
5. i-CH, 1.14 -0.93 1.39 1.57 -0.18
6. tert-CiHy 0.94 —1.54 1.70 1.60 0.10
7. i-C:H, 1.65 —0.35 1.85 1.85 0.00
8. ¢-CHy 1.81 -0.79 2.14 2.19 —-0.05
9. n-CeHj; 2.35 —0.40 2.68 2.59 0.08

@ The mgthyl derivative used as the “parent” compound and
7.1 from either the phenoxyacetic acid or benzene systems used to
calculate the “normal” log P values of the remaining compounds.

are those expected from the addition of 7,y to unsubstituted
triazinone. It is apparent that the observed values of Draber,
Biichel, et al.,!3¢ are higher. Equation 54 rationalizes this
difference in terms of E..

log Pobea = 1.026 log Peatea — 0.392E, + 0.024  (54)
n r s
9 0.993 0.018

(134) W, Draber, K. Biichel, K. Dickore, A. Trebst, and E. Pistorius,
Progr. Photosyn. Res., 3, 1789 (1969).

Another instance in which chain branching results in hydro-
philic shielding and increases log P (contrary to an expected
negative A as explained in the following section) has been
reported!® in the study of a series of dialkylphosphorodi-
thiotic acids. Branching apparently also increases the acid
dissociation constant, an effect which would not be expected
from electronic forces alone.

Steric shielding of a tertiary nitrogen apparently
explains the difference in the partition coefficients be-
tween the allo (planar and hindered access to N) and
epiallo (N exposed at “bend”) isomers of corynantheidine-
type alkaloids.®¢ In the heptane—water system, the A« for the
allo—epiallo transition is 41.07 in one instance and +0.76 in
another. However, it is not clear from the proposed structural
formulas why there should be a much lower Aw comparing
the normal (planar) with the pseudo (nonplanar) in two other
examples [Aw(speciogynine — mitrociliatine) = 40.11;
Am(dihydrocorynanthine — hirsutine) = +40.11}.

Some care must be exercised in deciding whether a difference
in observed partition coefficients between stereoisomers is
truly the result of the balance of hydrophilic-lipophilic forces.
For example, P values have been measured!¥ in benzene-
water for the exo (P = 2.37) and endo (P = 4.23) epimers of
an analog of meperidine. However, the aqueous phase was
buffered at 7.4 and, since the exo form is more basic (pK, =
8.35 vs. 8.19), there is a lower percentage in the un-ionized
form. The corrected P values are exo = 29 and endo = 30.
The observed lower biological activity of the exo epimer
stems from its pK..

4. Branching

A normal aliphatic chain usually has a higher = value than a
branched chain. For example, ws-pr = 1.45 and wsi-pr =
1.33 in the phenoxyacetic acid system. When branching occurs
at the functional group, the effect appears to be slightly
greater; e.g., tert-BuOH = 0.37, 2-BuOH = 0.61, and 1-BuOH
= 0.88. Similarly, log Pi-pvg, = 0.03 while log Ppm, =
0.31. In contrast to this, however, there seems to be no differ-
ence between log P for isopropylbenzene and propylbenzene.
Also, there appears to be no lowering of log P in tert-butyl-
benzene. The observed value of 4.11 is what would be ex-
pected for the n-butyl derivative if calculated from the value
of 3.68 for propylbenzene. Accepting the fact that some dis-
crepanices remain to be resolved, we have, for the purpose of
calculating log P values, tentatively used the value of —0.20
for branching.

5. Conformational Effects

Another problem which must be taken into account in the
additive-constitutive character of log P is the conformation
of organic compounds in solution. It might be expected that
when aliphatic chains become long enough, they would tend
to coil up in solution with the formation of molecular oil
droplets. With simple molecules such as monofunctional
straight-chain aliphatic compounds, clear-cut evidence seems
to be lacking for such “balling-up” of chains. In fact, it ap-

(135) R. Zucal, J. Dean, and T. Handley, 4nal. Chem., 35,988 (1963).

ggg%)A Beckett and D. Dwuma-Badu, J. Pharm, Pharmacol., 21, 162S
(137) P. Portoghese, A, Mikhall, and H. Kupferberg, J. Med. Chem.,
11, 219 (1968).
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pears that it will be quite difficult to disentangle this phenom-
enon from that of premicellular interactions.

If “balling-up” of an aliphatic chain occurred, one would
expect the number of water molecules held in the flickering
cluster around such a ball to be much less than the number
held around the extended chain. This would mean a lower

desolvation energy on phase transfer and, hence, a lesser -

increment in partition coeflicient—possibly an abrupt dis-
continuity in A log P as one ascends a homologous series.

A clear example of such changes in partition coefficient as
one ascends a homologous series is lacking. In the RCOOH
series, normal behavior occurs up to decanoic acid.

av 7/CH; = Ys(log Pemiycoor — 10g Pergooor) = 0.53

However, Aw between decanoic and dodecanoic acid is much
smaller than the 1.0 unit expected in terms of simple additvity.
The log P values for dodecanoic acid were determined using
14C-labeled material. Great difficulty was experienced in ob-
taining reproducible results, and considerable uncertainty
surrounds the value of 4.20 for dodecanoic acid. Whether this
unexpectedly low value is due to a folding up of the aliphatic
chain or a premicellular tail-to-tail dimerization remains an
open question. Other solvent systems also produce a constant
increment in log P per -CH.~ group for fatty acid homologs. **
This increment is about 0.6 in the heptane-water system for
valeric through myristic acids. 1#°

The alcohol homologous series also shows the expected
increase in log P with the addition of each CH; unit. In this
series

av 7T'/(:I'I2 = 1/11(108 Pdodeoanol - IOg Pmethanol) = 0.52

there was some difficulty in obtaining constant log P values
over a wide concentration range for alcohols of greater chain
length than C,..

In summary, it would seem that “molecular oil droplet”
formation does not occur with simple aliphatic compounds
before C,s. If folding does not occur up to Cy,, it would
imply that there is an inherent stability in the aqueous phase
of the aliphatic chain caused, perhaps, a by a restriction of
rotation around each C-C bond as Aranow and Witten pro-
posed.”®

The situation is of course much different when more than
one reactive center is present per molecule. It appears that
folded conformations of many organic compounds in aqueous
solution can be detected through partitioning studies. This
is well illustrated by a study of derivatives of the type CeHi-
CH.CH,CH.X. When X = H, log P was found to be 3.68
which is quite close to the calculated value: log Phenzene +
37em, = 2.13 4+ 3(0.50) = 3.63. Other mixed aliphatic-aro-
matic compounds also give good agreement between calcu-
lated and observed values. However, in comparing = values

CH.CH,CH, H_ CHOH
ﬁﬁ OCH,CH=CH c=c\H
| »
Obsd log P 2.10 2.94 1.95
Caledlog P 2.15 2.81 2.20

between RX and C¢H«(CH,):X, a constant discrepancy was
observed as shown in Table XIV. The phenylpropyl functions

(138) A, Beckett and A, Moffat, J, Pharm. Pharmacol., 21, 144s (1969).
(139) D. Goodman, J. Amer. Chem. Soc., 80, 3887 (1958).

Table X1V
Effect upon 7 of Folding of Alky! Chains
Function e b ™ —
OH —1.80 —1.16 0.64
F —0.73 -0.17 0.56
Cl —-0.13 0.39 0.52
Br 0.04 0.60 0.56
I 0.22 1.00 0.78
COOH —1.26 —0.67 0.59
COOCH; —-0.91 —-0.27 0.64
COCH; —1.26 —-0.71 0.55
NH, —1.85 —1.19 0.66
CN —1.47 —0.84 0.63
OCH; —0.98 —0.47 0.51
CONH; —2.28 -1.71 0.57

Av = 0.60 £ 0.05

* Log PosmscHasx — 10g PogmscEpsm. ° Log Prx — log Pr.
R is a normal alkyl group of four carbon atoms or less.

turn out to have a greater affinity for the aqueous phase than
one would expect from the corresponding aliphatic functions.
Most surprising was the fact that A= for the two systems was
essentially constant regardless of the kind of function com-
pared. It was suggested that this greater than expected aqueous
solubility of phenylpropyl derivatives is due to folding of the
side chain onto the phenyl ring. Such folding could be caused
by the interaction of the dipole of the side chain with the «
electrons of the ring. It would also be promoted by intra-
molecular hydrophobic bonding. However, the dipolar inter-
action would appear to be critical in overcoming the small
forces which tend to keep the chain extended since propyl-
benzene, lacking such a dipole, has the expected log P value,
This compact form of the phenylpropyl derivative means a
smaller apolar surface for solvation and, hence, a lower en-
tropy change in the desolvation process of partitioning. Since
the size or kind of polar function has little to do with A, it
seems likely that this function projects away from the ring
side-chain complex.

Nmr evidence has been gathered!4® to show that similar
folding occurs in compounds having the following structure.

HN/\j
P

(CH.),0R

It has also been suggested!4! that such folding results in a
lower than expected log P for vitamin K. Folding is included
as one of the possible group interaction parameters for a w-
additivity scheme developed for the cyclohexane-water sys-
tem_Hl

(140) B. Baker, M. Kawazu, D. Santi, and T. Schwan, J. Med. Chem.,
10, 304 (1967).

141) D. Currie, C. Lough, R. Silver, and H. Holmes, Can. J. Chem.,
44, 1035 (1966).
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Certainly folding must be considered whenever a calculated
log P must be used. The following two examples indicate
how the problem can be treated in a straightforward manner.

_LCH,

CH,

CH—OCH,CH.N

diphenhydramine

Log P for diphenhydramine = 4.26 + 0.30 — 0.73 4 0.50
— 0.95 = 3.38, which would be adequate for most purposes,
considering that the observed log P is 3.27. In the above ex-
ample, 4.26 is 2(log Pcsr;). The value of 0.30 is for a CH, on
which beanching occurs. The value of (—0.73) for the OCH.
moiety is obtained by subtracting 1.50 from 0.77, the value
for log Prtor:. For the -N(CH); unit we have used the value of
—0.95 obtained for the solute, CsH;(CH2):N(CH ). It is as-
sumed that folding of diphenylhydramine occurs in aqueous
solution, just as it did in the amine model system used in the
calculations.

/CH,‘

CH.CH.CH.N
| CH,

T,

chlorpromazine

As another example log P for chlorpromazine can be calcu-
lated as 4.15 + 0.70 4+ 0.60 = 5.45, which is in satisfactory
agreement with the observed log P = 5.35.

The value of 4.15 is log P for phenothiazine. To this is
added wc( of 0.70 and 0.60 for w(cmysn(cry,. FOr the side
chain, = was calculated from a model in which the opportunity
for folding was the same as for chlorpromazine.

T (CHD3N(CHp)z = 108 Pogrs(CHp)sN(CHy)s —

10g Pogr, = 2.73 — 2.13 = 0.60

The oleyl alcohol-water partition coefficients of a series of
phenoxyacetamide derivatives!4? appear to provide further
examples of folding over a benzene ring. In this case, the
deviations from additivity in = values appear to be maximized
when folding over the ring brings together hydrophobic por-
tions of two para ring substituents,

The basic structure investigated can be depicted as

O R
CH,=CHCH, oc, Ny

: ~N
R,
OCH;,

When R, = R; = methyl, log P = 1.53; ethyl, 2.51; n-butyl,
1.80.

Folding of the phenoxyacetamide side chain over the ben-
zene ring might be expected to show a constant Ax as was
indicated in the examples in Table XIV. But after the ex-
pected increase in log P in ascending the series from dimethyl
to diethyl, a sudden decrease in lipophilic character is noted
with the substituent chains of greater length. This observation

(142) T.Irikura, Yakugaku Zasshi, 82, 356 (1962).

can be explained if it is postulated that folding will occur in
all cases, but if the alkyl chains, R, and R,, are sufficiently
long, they will be placed in such close proximity to the p-allyl
group that cancellation of some hydrophobic character due to
overlapping occurs.

Evidence that hydrophobic overlap can, indeed, lower the
partition coefficient can be seen in molecules that are con-
strained to take an overlapped position. An example would be
paracyclophane, whose log P would be expected to be close
to twice that of xylene, if the entire hydrophobic area were
exposed.

CH.——CH,
CH.——CH,
paracyclophane

The observed value as shown in Table XVII is even lower
than that of xylene itself, and thus it appears that only one-half
the potential hydrophobic area is “exposed.”

Of course, we must assume that in all these determinations
of P values care was taken to work below cmc. It is conceivable
that if a constant solute concentration were employed through-
out a homologous series, the cmc would be exceeded with the
higher members, giving falsely low log P values for them.
While part of the effect noted in the phenoxyacetamide series
could have arisen from this cause, it is highly unlikely that
all of it can be explained in this fashion, especially since the
biological response of the series so closely follows the mea-
sured log P values.

Although an actual conformational change which brings
a polar group on a side chain in close proximity with the =
electron cloud on the ring seems the best way to explain
these negative Ax’s (observed — calculated), nevertheless, there
are some apparent weaknesses in this hypothesis. First of all,
it seems entirely possible that the close approach of the polar
group and the ring, which causes the hydrophobic chain to
fold on itself, might eliminate a corresponding amount of
polar bonding with water, and the loss in hydrophilic bonding
might cancel the loss in hydrophobic bonding. Furthermore,
the folding must occur in the aqueous phase to cause the
unexpectedly low log P, but it is difficult to imagine any in-
duced polar force or charge-transfer condition which would
be effective in a medium as polar as water. Finally, once the
initial = lowering is encountered in several homologous series,
no additional effect is seen as the chain length is increased,
even though a larger hydrophobic area is presumed to be
coming into close contact. This is very apparent in a series of
3-substituted 2-hydroxynaphthoquinones!4? where the same
— A is noted whether the polar group and ring are separated
by three methylene units or nine. Of course, in a chain longer
than three carbon atoms, the entropy gained through hydro-
phobic overlap might be exactly cancelled by the energy needed
to overlap the hydrogen atoms as each C-C bond is rotated in
the manner needed for folding the chain.

It is to be expected that solutes which can readily form intra-
molecular hydrogen bonds will adopt this favored con-

(143) L. Fieser, M, Ettlinger, and G. Fawaz, J. Amer. Chem. Soc., 70,
3228 (1948).
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figuration during partitioning and that = additivity will cer-
tainly be affected. Salicylic acid provides a typical example.

10g Po-bydroxybenzoio acid — log P -bydroxybenzoic acld — AW

2.21 1.58 0.63
—O0-H

<_;o

The Aw for a six-membered H-bonded ring is positive, as
expected, because intramolecular H-bonding would reduce
the affinity for the aqueous phase.

An even further reduction in hydrophobicity is possible
when two ortho groups are involved :

COH
H—O. OH

10g P (CalCd) = 10g Pp-hydroxybenzoie acid + T (OH para to CO:H)
=158 4+ (—-0.30) = 1.28
log P (obsd) 2.20
Ar = +0.92

An intramolecular H bond of the type ((N—H:.:O) in a
six-membered ring is not expected to be as strong, and the Ax
is found to be smaller.

lOg Pantbrani(ic acid — 10g Pp-a,minobenzoic acid = AW
1.21 0.68 +0.53

VI. Uses of Partition Measurements
A. COUNTERCURRENT DISTRIBUTION

The relationship between the partition coefficient of a par-
ticular solute and the number of transfers necessary to prop-
erly characterize the distribution curve or to separate it from
closely allied impurities is adequately covered in the litera-
ture.2»106,144=147 Tt js 3 common practice to make a number
of separate preliminary runs with both solute and suspected
impurity in several solvent systems to attempt to optimize the
two solvents used for the final distribution. Following the
calculation procedures presented in section V and using the
values listed in Table XVII as “parent” molecules, it may be
possible to obtain reliable estimates of partition coefficients
of a great number of solutes for many systems in which mea-
surements have not yet been made. This procedure might
considerably shorten the time required to find optimal ex-
traction conditions. Furthermore, as more knowledge is
gained on the effect of different solvents upon solute con-
formation (section V.D), better advantage could be taken in
enhancing selectivity by providing an environment with pre-
cisely the right balance of conformational averages.?® This
knowledge might also prove helpful in predicting the possi-
bility of metastable conformational forms which can cause an
apparent shift in the partition ratio during fractionation.

B. MEASUREMENT OF EQUILIBRIA

The use of partitioning measurements to determine the equi-
librium constants for the reactions

(144) L. Craig, C. Golumbic, H. Mighton, and E. Titus, J, Biol. Chem.,
161, 321 (1945).

(145) R, Priore and R. Kirdani, Anal. Biochem., 24, 360 (1968).
(146) L. Craig, J. Biol. Chem., 155, 519 (1944).
(147) B. Williamson and L, Cralg, ibid., 168, 687 (1947).

BH* —= B + 4+
aq
HA —= H+ 4+ A-

org
2HA —= (HA),
HA + H,0 === HA -H,0 (+ (HA),-H,0 + HA -2H,0)

has been discussed in section I1.B.

Many of the partition coefficient values reported in
Table XVII for solutes which are metal ion complexing
agents®® 14514 have been measured in order to determine the
equilibrium constant for the reaction of the type

M) + nHyCo) === M(HO)n(y + nH*

where M is the metal of valence n, H,C is the neutral complex-
ing agent (e.g., dithiazone), and (w) and (o) refer to the water
and organic phases, respectively.

Another type of equilibrium studied by partitioning
methods is that between an aldehyde and amine in forming a
Schiff base. With salicylaldehyde!5°:151 a study of the distribu-
tion as a function of pH must take into consideration a sec-
ond equilibrium
OH ) OH

= + HO
CHO CH=NR

OH ’
OO AL
CH==NR CH=NR

The shape of the curves depicting this relationship are seen in
Figures 3 and 4. In each figure, section 1 of the curve repre-
sents the P value for free aldehyde, section 2 that of the Schiff
base, and section 3 that of the phenoxide ion of the Schiff
base. From separate evaluation of the dissociation constants of
the components of the Schiff base, the log of the formation
constant, log Ki, is calculated to be 4.75 for the n-butyl-
salicylidenimine and 4.57 for the methyl analog.

RNH, +

32

Ol

!

C. RELATIONSHIP TO HLB AND
EMULSION SYSTEMS

The HLB (hydrophile-lipophile balance) system, which was
established on a purely empirical basis,52 has been a very
potent tool in the hands of emulsion technologists, but it has
been felt for some time that even more rapid strides could be
made in this field if this system could be directly related to
the partition coefficient which is in turn based firmly on
thermodynamics. Experimental difficulties have made such a
task very difficult,?5® but Davies, who studied the kinetics of
coalescence in emulsion systems, has proposed an equation!s*
which relates the two in simple fashion

(HLB — 7) = 0.361n1/P

From this relationship it appears possible to give extrathermo-
dynamic significance to each structural element in deter-

(148) S. Balt and E. Vandalen, Anal. Chim. Acta, 30, 434 (1964).
(149) B.Hok, Svensk Kem. Tidskr., 65, 182 (1953).

(150) R. Greenand P, Alexander, Aust.J. Chem., 18, 329 (1965).
(151) R, Green and E. Measurier, ibid., 19, 229 (1966).

(152) W, Griffin, J. Soc, Cosmet. Chem., 1, 311 (1949).

(153) W. Griffin, ibid., 5, 249 (1954).

(154) 1. T. Davies, Proc. Int. Congr. Surface Activ., 2nd, 1, 476 (1957).
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SALICYLALDEHYDE = 3.3x10°M
BUTYLAMINE = 33«10 M-

24,0x10 °M=-0
+ = (32x10'M-@
0 - , :
2 [ oH 10 14

Figure 3. Formation of n-butylsalicylidenimine and partitioning
between toluene and water.

[ 1 e z_h_h._,;._sj
oo~

SAL (CYLALDEHYDE = 0.05M
METHYLAMINE = O.IOM

Flgure 4. Formation of methylsalicylidenimine and partitioning
between toluene and water.

mining the molecule’s ability to function as a wetting agent,
detergent, or defoamer, 155

(155) P, Becher, “Emulsions, Theory and Practice,” Reinhold, New
York, N. Y., 1966, p 233.

D. MEASUREMENT OF DISSOLUTION AND
PARTITIONING RATE OF DRUGS

It is widely accepted that the dissolution rate of any drug given
in solid form can have a marked influence upon the amount
effectively absorbed. Since drug absorption is also affected
by its effective partition coefficient, it is desirable to measure
these properties simultaneously. This becomes more important
in view of the observation that some surfactants are capable
of increasing the rate of solution while simultaneously lower-
ing the rate of partitioning.!%® With drugs that are poorly
water soluble, the usual measurements of solubility rates
require large volumes of water so that the drug concentration
is far below the saturation level. Yet this often means that a
separate extraction step must be carried out so that a suf-
ficiently high concentration of drug is obtained for accurate
analysis.

As a model system, hard, nondisintegrating tablets of
salicylic acid of uniform surface areas were stirred under
standard conditions in aqueous buffer (pH 2) with an upper
octanol phase present.!¢ The system can be described as
follows.

k ke
A—>B—>C

A = weight of drug in tablet form, B = weight of drug in
aqueous phase, C = weight of drug in octanol phase; then if
W. = weight of drug needed to saturate the aqueous phase,
and using equal volumes of the two phases, the kinetic equa-
tions are

—dA4/dt = k(W. — B)
dB/dt = k(W. — B) — kB
dC/dt = k.B
In the early stages of dissolution, ¥, >> B and
—dd4/dr = kW, (55)

Furthermore, for lipophilic drugs, a steady-state concentration
of B is quickly attained

dB/dt = 0 = ky(W. — B) — k.B (56)
and
dCjdt = k:B = ky(W. — B) = —dA/dr (57

The rate of appearance of drug in the lipid phase is easily
measured and becomes equal to the dissolution rate in the
aqueous phase.

If partitioning between aqueous and organic phases is to
serve as a model system of how a biologically interesting
solute passes through membranes in living tissue, then the
rate at which equilibrium is attained might be as important
as the equilibrium value itself. For solutes of similar structure,
the activation energies for phase transfer are often approxi-
mately equal, and therefore the transfer rate constants are
proportional to the equilibrium constants, P.°? However, an
interesting exception was reported®* when a more rapid rate
of partitioning from water to butanol was found for KCl
than for NaCl, even though their P values are approximately
equal. The measured difference in activation energy between
these salts was 0.8 kcal/mol, which probably was due to

832)7)P 7. Niebergall, M, Patil, and E. Sugita, J, Pharm. Sci., 56, 943
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Figure 5. Effects of gentle rocking on the interfaces.
rate apparatus: Doluisio and Swintosky Y-tube.
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Figure 6, Magnetic stirrers used to study rate of transport across
lipoid barrier; A, B, and C have the same meaning as in Figure 5.

differences in the loss of hydration as the ions entered the
butanol phase.

Two basically different types of apparatus have been de-
signed for partitioning rate studies. Doluisio and Swintosky !
employed an inverted Y tube in which the oil phase in the
neck was the only connecting “link” between the separate
aqueous phases in the arms (see Figure 5). A gentle rocking
motion was applied which gradually expanded and contracted
the interfaces. This accelerated solute transfer but normally
was insufficient to cause emulsion problems.

Earlier, Schulman®¢ devised a two-compartment cell in
which the separated aqueous phases were independently
stirred from below while the “connecting” oil phase was
stirred from above (see Figure 6). This apparatus has the
advantage that the interface area remains constant, and there-

(157) J. Doluisio and J. Swintosky, J. Pharm. Sci., 53, 597 (1964).

fore partition studies can be made on various solutes in the
presence of trace amounts of surfactants (e.g., phospholipids)
at the oil-water interface.

Either type of apparatusis capable of providing useful infor-
mation on the rate of transfer from one aqueous environment
through an organic phase (simulating a membrane) to a second
aqueous environment. If the solute is placed initially in com-
partment A at pH 2 and compartment Cisat pH 7.4, onehas a
model for transport across the gastric membrane.

The basic importance of partitioning rate studies cannot be
seriously questioned, but the interpretation of the results is
still subject to some ambiguity. For example, Augustine and
Swarbrick 1% used a Schulman-type cell to study tlie effect of
lipid polarity on the rate of transport of salicylic acid. As the
polarity of the lipid phase was increased (by increasing the
mole fraction of isoamyl alcohol in cyclohexane), there was
an increase in rate at which salicylic acid left the first aqueous
phase. This is the expected result and confirms the work of
Khalil and Martin!2! who used a Y-tube apparatus. However,
this same increase in polarity also increased k,, the rate at
which salicylic acid left the lipid phase for the second aqueous
phase. This is unexpected and contrary to Khalil and Martin’s
findings. Augustine and Swarbrick then found that, while
keeping the surface to volume ratio constant, they could
reverse the order of k. if they increased the stirring rate in the
aqueous compartments. Then &, did decrease with increasing
lipid polarity, and the value for k) was essentially unchanged.

Other discrepancies between measurements using the Y-tube
and the Schulman cells have been noted, and it appears that
some of the conditions assumed in the theoretical develop-
ment that are not being met under all experimental conditions.
For instance, it is assumed that the rate-determining step is
the actual crossing of the interface boundary. This should be
the case if the diffusion layer is of the order of magnitude of
30 u in thickness.?* Some care is required to adjust the stirring
rate between that which is so slow that diffusion becomes
rate determining and a stirring rate which is so great that
nonlaminar flow breaks up the interface.

E. LIQUID 10N-EXCHANGE MEDIA AND
ION.SELECTIVE ELECTRODES

The application of partition coefficients to the study of liquid
ion-selective electrodes has been discussed in section II.D.
It should be emphasized that the selectivity is dependent upon
the nature of the organic solvent and not on the nature of the
site species (alkyl acid or amine).

F. MEASUREMENT OF HYDROPHOBIC
BONDING ABILITY. STRUCTURE-
ACTIVITY PARAMETERS

In the introduction it was pointed out that in the past decade
far more partition coefficients have been determined in con-
nection with biological structure-activity relationship studies
than for all other purposes combined. A large number of these
studies have already been referred to,!5® and the usefulness
of the octanol-water parameter to predict the binding of
solutes to serum albumin and to purified enzymes has been
convincingly established.

(158) M. Augustine and J. Swarbrick, 1b1d., 59, 314 (1970).
(159) W. Scholtan, K. Schlossman, and H. Rosenkranz, A4rzneim.-
Forsch., 18, 767 (1968).
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Table XV
Improved = Values®
Phenoxyacetic Phenylacetic
Function acids Function acids Function Benzoic acids
3-F 0.22 3-Me 0.54 4-Cl 0.78
2-Cl 0.76 3-CF; 1.21 3-OCH,CO.H —0.76
2-Br 0.84 3-CN —-0.23 Phenols
4-Br 1.19 3-OCH; 0.09 3-CN 0.22
4-1 1.43 3-CO.H —-0.27 4-NH. —1.44
2-Me 0.84 3-SO,CH; —1.35 Anilines
4-Me 0.60 4-OH —0.86
2-Et 1.39 Nitrobenzenes
2-NOy —0.04 4-OCH,CO.H -0.37

e Differing by more than 0.05 from those listed in ref 10.

Evidence is rapidly accumulating which supports the pos-
tulate that simple, nonspecific bonding of solutes is capable not
only of markedly affecting enzyme action through allosteric
effects, but that it often produces biologically important modi-
fications of membrane function by a similar mechanism.
For example, it has been shown that the action of alkanols in
the protection of red cells against hypotonic hemolysis is a
linear function of their hydrophobic character as measured
by partitioning experiments!®® and, furthermore, that the
concentration which affords hemolytic protection is very
nearly the same as that which causes anesthesia.!®! The
partition coefficient of alcohols between red cell ghosts and
water has been measured, and it was found that in going
from water to membrane, the free energy of transfer per
methylene group was the same as that between water and
octanol, namely, = — 690 cal/mol, 16!

The usefulness of a ‘“bonding’’ parameter based on parti-
tion values from a single reference system can be greatly
extended if not every value required in every structure-ac-
tivity study need be measured. The principles of additivity for
the octanol-water system were covered in section V, and
examples of how values in Table XVII can be systematically
applied in this fashion are given in the following section.

VII. The Use of Table XVl

The amount of partitioning data uncovered in the present
study was great enough to warrant its storage, manipulation,
and retrieval by computer. It will be noted that some of the log
Poetenar values listed in Table XVII differ slightly from those
published earlier from this laboratory. Generally, the differ-
ences resulted from the use of improved analytical techniques
and the values in Table XVII should be considered more re-
liable. The significant changes in = constants from those con-
tained in ref 10 appear in Table XV.

In Table XVII the data have been sorted in their most useful
form; namely, the solutes are sorted first by empirical for-
mula, then alphabetically by name, and finally by solvent sys-
system, 162

(160) H. Schneider, Blochim. Biophys. Acta, 163, 451 (1968).

(161) P.Seeman, S. Roth, and H. Schneider, ibid., 225, 171 (1971).

(162) As stored in the computer, each solute has also been given a
unique Wiswesser line notation (‘‘The Wiswesser Line-Formula Chemi-
cal Notation,” E. G. Smith, Ed., McGraw-Hill, New York, N. Y.,
1968). A comparison of = values by functional groups is greatly

facilitated by referring to a printout sorted by a permuted alphabetic
listing by WLN notation.

The solute name appears in the right-hand column of Table
XVII, and the reference from which the data were obtained
appears in column 4. Column 6 lists the measured log P for
the solute in the solvent system which appears in column 3.
This value has been corrected for ionization, if any, and dimer-
ization if measurements were reported over a sufficiently wide
concentration range. The values are footnoted (column 5) as
required. Column 7 lists the calculated log P for that solute
in the octanol-water system. The regression equations used
for this calculation appear in Table VIII together with the
values for the standard deviation (s), the correlation coef-
ficient (r), and the number of data points (») which were avail-
able to establish the relationship. While the standard devia-
tions indicate that some of these ‘‘regression values” are not
sufficiently reliable for some purposes, nevertheless, they are
useful in providing the only common scale of lipophilicity
since only 207 of the values in the entire table are from a
single system.

Space limitations and the absence of small letters and italics
in computer printing precluded the use of the Chemical Ab-
stracts system of nomenclature. For convenience in computer
alphabetizing, the following rules were followed.

1. Aliphatic chains—branching: I = iso, S = secondary,
and T = tertiary, as usual. “Normal” isomers are as-
sumed if not specified; i.e., BUTYRIC ACID = n-butanoic
acid. N = nitrogen; e.g., N-methylaniline.

2. Aliphatic chains—location from primary functional
group is designated by Greek letter: A = a, B = 3,
G=v,D=3,E =¢and W = w; e.g., A-BROMOPRO-
PIONIC ACID.

3. Position on benzene rings

(a) if only two functional groups or substituents: O
= ortho, M = meta, and P = para, and the letter
precedes the name; e.g., O-NITROPHENOL.

(b) if three or more substituents, numbering is from
primary functional group; e.g., 3,4-DIMETHYL-
PHENOL.

4. In all other ring systems, a numbering system is used
regardless of the number of substituents; e.g., 3-AMINO-
PYRIDINE, 2-NAPHTHOL.

5. For sorting and retrieval purposes, many trivial names
were relegated to a secondary position; e.g., M-DiHY-
DROXYBENZENE/RESORCINOL/; O-DIHYDROXYBENZENE/CAT-
ECHOL/.
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6. In the empirical formula, the subscript 1 is expressed
and not assumed.

It is unlikely that, for the foreseeable future, there will be
measured log P values for more than a small fraction of the
interesting molecules which might be needed in structure-
activity work. One of the aims of this present article is to make
it possible to calculate, with a reasonable degree of confidence,
the log P values in one common system (octanol-water) for a
wide variety of molecules for which values have not, or per-
haps cannot, be determined. The present section will explain
how the calculation procedures given in section V can be
combined with the regression equations of Table VIII and the
data in Table XVII to yield calculated values of the highest
possible confidence level.

It was evident in section V that there are often several
“routes” by which one can calculate a P,ctanot value, depend-
ing upon the choice of “‘parent” molecule and how substruc-
tures are pieced together. If the computed values by all the
“routes” agree within £0.1 log unit and also agree with any
log Poctanot for that solute appearing in Table XVII as calcu-
lated from another solvent system, then one can accept an
average value with some confidence. If there are some widely
divergent values, however, then one must choose the “route”
which has the greatest likelihood of yielding an accurate
value. In order to help make such a choice, we have assigned
“uncertainty units” (uu) to each type of calculation step so
that the route with the lowest sum is the one which can be used
with greatest confidence. Although these “u” units have been
assigned by considering the average deviation in log P values
of solutes with the required structural differences, and even
though they can be directly added to the standard deviations
of the regression equation values (see Table VIII), they are not
to be considered as standard deviations in the strict sense.
They are listed in Table XVI. The standard deviations of the
observed log Postanor values are used if given in the reference;
otherwise, an arbitrary uu of 0.05 is taken.

The following examples illustrate this procedure [the
superscripts mean that the values were obtained from (a)
Table VIII, standard deviation; (b) Table XVI; (c) Table
XVII].

(A) Menthol: no log P,.; measured
(1) Regression from oil-water system

log Poet = (3.25° and 3.37°) = av 3.31

uu = 0.28°
CH, CH,
@ + O\ B ©\ -
OH OH OH OH
P 123°  —  146° P
HCo  CH, CH, CH,

log Poet = 3.30° 4 (—0.23) = 3.07
uu = 0.02° 4 0.04> = 0.06
(3) CeH;O0H + (CHy).CH- + -CH;
123 (1.50 — 0.20) 0.52
log Pox = 1.23° 4+ 1.30° 4 0.50° = 3.03

Table XVI
““Uncertainty Units”’
Uncer-
T per tainty
Calculation step or units Comments and
step or group group (uu) exceptions
1. -CH,- 0.50 0.02 (a) = lower if between

two very polar
groups, e.g., malonic
acid
(b) = lower if folding
interaction possible
(section V.D)
2. Branching
(a) in C chain —-0.20 0.02 (a) Sign of = changes if
steric blocking of
polar group possible
(b) of functional

group —0.20 0.05

(c) ring closure —0.09 0.02

3. Double bond —0.30 0.03
4. Folding —0.60 0.05 (a) See unusual case of

phenoxyacetamides
(section V.D)
5. Intramolecular
H-bonding 0.65 0.10
6. Equivalence of
aliphatic OH and

NH, 0.00 0.05
7. Aliphatic groups
(a) -COOH —0.65 0.03
(b) -OH —1.16 0.03
(c) -NH, —-1.16 0.03
(d) -C=0 —1.21 0.03
(e) -CN —0.84 0.04
) -0O- —0.98 0.05
(g) -CONH; —-1.71 0.05
(h) -F —-0.17 0.03
() -C1 0.39 0.04
() -Br 0.60 0.04
(k) -I 1.00 0.05

For aromatic substituents, use = values and standard deviations
(as uu) appearing in T. Fujita, er al., J. Am. Chem. Soc., 86, 5175
(1964),

uu = 0.02° + 0.08° + 0.02° = 0.12

Route 2 should be chosen for several reasons. It has the
lowest uu value, The electronic effect on = of the difference
between an aliphatic and aromatic OH group is precisely
allowed for. Adding the isopropyl group adjacent to the OH
in route 3 may involve a steric blocking of its hydrophilic
character.

(B) n-Propylamine: no log Pe.: measured
(1) Equivalence of OH and NH.
log P..: (propanol) = 0.34¢
uu = 0.07°
(2) (CH,CHNH,CH;) — (branch)
log Pos = —0.03° — (—0.20)° = 0.17
uu = 0.02° + 0.05° = 0.07
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(3) n-Propylamine
log P (regression from ether-water) = 0.37
uu = 0.27%
(4) n-Butylamine — methyl
log Pt = 0.81° — 0.50° = 0.31
uu = 0.02° 4 0.02° = 0.04

Since route 4 has the lowest uu and is reinforced by (1) and
(3), it is preferred over (2).

(©) Lactic acid: log Pt = —0.62°

(1) Hydroxyacetic acid + methyl + branch =
CH;CHOHCO.H

log Poot = —1.11° + 0.50P + (—0.20)° = —0.81
uu = 0.05° 4+ 0.02° + 0.05> = 0.12
(2) Regression from ether-water
log Pt (av of §5) = —0.80
uu = 0.19*

(3) (CH):C(OH)COH — methyl — branch = lactic
acid

log Poy = —0.36° — 0.50° — (—0.20)® = —0.68
uu = 0.05¢ + 0.02° + 0.02° = 0.69

The measured log P... agrees quite well with that arrived at
by route 3. The values arrived at by routes 1 and 2 should not
be totally disregarded, however, because the presence of an
appreciable amount of polylactic acid impurity in the sample
measured by Collander could be responsible for an observed
value which was 0.1 to 0.2 unit too high.

(D) Acetonylacetone: log P not measured

logP uu
(1) Regression from ether-water —0.19 0.19*
(2) Log P..: (acetone)® X 2 —0.48 0.10

(3) 2-Butanone + acetone — methyl =
CH ;COCH;CH,COCH,

log Poo, = 0.29° + (—0.24)° — 0.50° = —0.45
uu = 0.02° 4 0.05° + 0.02° = 0.09
The choice clearly favors the range —0.45 to —0.48.
(E) Levulinic acid: log P, not measured

(1) CH,COCH; + CH;COH =
CH;COCH:CH:CO.H

log Posy = —0.24° + (—0.17)° = —0.41
uu = 0.05¢ + 0.02¢ = 0.07
(2) 2-Butanone + aliphatic -CO:H
log Pot = 0.29° 4+ (—0.65)° = —0.36
uu = 0.02° + 0.03* = 0.05

logP uu

(3) Regression from ether-water —0.40 0.192

(av 3)

(4) Regression from i-BuOH-water —0.39 0.14%

(5) Regression from CHCl;-water
(av 2)

0.08 0.27%

Clearly the value by route 5 is eliminated from consideration
and a value in the range of —0.36 to —0.40 is preferred.

0
|
(F) Atropine ——C—CH——CHZOH

@ [H} [OH] + [C,H.CH.CO.H]
+

(CH,OH] + [branch]
log Poe = —0.28° — (—1.16)° + 1.30° +
(—0.66)° + —0.20° = 1.32
uu = 0.27* + 0.05° + 0.02¢ 4 0.02° + 0.02¢ = 0.38
(2) As(1)but log P tropine regr. from i-BuOH-water

log Pi-swor = 0.21° — (—1.16)° + 1.30° +
(—0.66)° + (—0.20)®* = 1.81

uu = 0.15* 4 0.05® + 0.02¢ + 0.02° + 0.02° = 0.26

The measured log P, for atropine is 1.81 which is in agree-
ment with route 2. The uncertainty of route 1 is not that much
worse than (2), but the measured value for tropine in ether—
water appears very doubtful,

(G) p-N-Methylaminobenzoic acid, N,N-dimethylamino-

ethyl ester
(‘H;.\‘H-—@—COOCH;CH;N(CH_L

(1) CH,;NH- + (C;H;COOCH,-) + (-CH:N(CH3),)
log P = (0.50° — 1.23*) + 2,12° + 0.27° = (1.66)
uu = 0.01° + 0.02° + 0.02° + 0.05¢ = (0.10)
log Peor 16 = 2.03

uu = 0.18

(2) Regression from oil-water
log Po.t = 2.01°

uu = 0.29*

(3) Log P, (measured) = 1.95°

In these first examples, the amount of interaction between
the component parts used in the calculations was either small
or it could be taken into consideration (as in G). In the follow-
ing example this is not the case, and it can be seen that it is
possible to use the proposed method of calculation to support
an erroneous measured value,

(163) mnE, = —1.23 uses benzene as the “parent.” Correcting for
electronic effects (ref 10) using ¢ (<COCH3) = 0.39, we correct = by
0.37 and add to the uu by 0.08,
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0
-
(H) Antipyrene @—-N/ ﬁ
\N<C—CHJ
CH,
logP uu
(1) Log P, regression from —0.06°
ether-water 0.278
(2) Log P, regression from 0.53¢
CHCl;;-water 0.278
(3) Log Pt regression from —0.12° 0.28%
oil-water 0.15¢ 0.28*
(4) Log P, regression from 0.21°
i-BuOH-water 0.15°

The value of 0.21 should be favored because it has the lowest
uu value, but one could attempt to verify it by calculation.

|
C—C—H double
(5) (@—) + (——N/ | ) + {(bond)}+
| —(|3—CH3
CH, CH,
\JN/ 3 Me in closed
| —2(CHy) + branch + 2{ ring }
CH,

Log P = 2,13° 4 (—0.21)° +
(—0.30)° + (0.27° — 1.0)> + (—0.20)° +

(—0.18)> = 0.53

uu = 0.02° 4+ 0.02° 4+ 0.03°> + 0.05¢ +
0.04> + 0.02° + 0.04"

0.22

Without any allowance for an interaction between the
amide and amine nitrogen atoms, route 5 would support
route 2. With such a variety of values to choose from and no
clear preference indicated by uu values, the only safe course is
to measure the P value directly. In this case log Po: turned out
to be 0.23 and the route 4 was vindicated.
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VIII. Glossary of Terms

A~ anionic form of acidic solute

a degree of ionization

B neutral form of basic solute
BH* protonated form of basic solute
C molar concentration

cme

(&);
G

HA
H,C
HLB
K
Kassoc
Kp

KHB

n4

222X

b I~

n
(o)

P*

pK.

CNNTINT NNYLe YT

critical micelle concentration (molar)

steric parameter as defined by Taft

average energy level of jth group

free energy

enthalpy

neutral form of acidic solute

dihydric complexing agent

hydrophile-lipophile balance

dissociation constant of single molecules into ions
in aqueous phase

association constant of single into double molecules in
lipoid phase; equals 1/Kp

dissociation constant of double into single molecules
in lipoid phase

association constant between hydrogen bond donor
and acceptor

association constant for formation of complex or imine

Boltzman constant

milliliters of lipoid extracting phase

metal ion carrying charge of n*

(in counter-current distribution) position of peak

(in partition calculation) concentration of un-ionized
solute in water at first concentration level (in mol/l.)

(in counter-current distribution) total number of tubes

(in partition calculation) concentration of un-ionized
solute at second concentration level (in mol/l.)

(in regression equations) number of data points treated

organic (or oil) phase

partition coefficient; nonpolar/polar phase; refers to
concentration of neutral solute unless specified (only
exception is in eq 19 and 20 where P refers to pres-
sure)

apparent partition coefficient (total solute measured,
regardless of form)

thermodynamic partition coefficient = ratio of mole
fractions in nonpolar/polar phases.

negative logarithm of acid ionization constant

hydrophobic substituent constant; =x = log Px —
log Pu

gas constant

(in regression equations) correlation coefficient

(in counter-current distribution) specific tube number

standard deviation

entropy

electronic parameter as defined by Hammett

(in counter-current distribution) fraction of total solute

absolute temperature

chemical potential (per mole)

molar volume of solvent

ml of aqueous solution being extracted

water phase

mole fraction

particle partition function (quantum mechanics)

state function (quantum mechanics)
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Table XVII SORTED BY EMPIR1CAL FORMULA, THEN NAME, THEN SOLVENT NUMBER, THEN REFERENCE."
' MEASURED "LOGP OCT™ FOLLOWED BY "=M; OTHERS CALC FROM SPECLF1EO EQ IN TABLE :VIIl

NO. SOLVENT REF FOOT LOGP OGP EMPIRICAL NAME
NOTE SoLv ocr FORMULA

1 0lLs 164 22 0.6C 0.94 8 ARl ARGON

2 N1TROBENZENE 92 46 -5.04 _BR1K1 POTASS1UM BROMIOE

3 CCL4 165 1.35 8R2 BROMINE

4 CS2 165 1.89 B8R2 BROMINE

§ BROMOFORM 166 1.80 B8R2 BROMINE

6 N=-BUTANOL 91 46 -1.82 -3,03 CL1CS1 CES1UM CHLORIOE

7 N-BUTANOL 91 46 -1l.74 =-2.92 CL1K1 POTASS1UM CHLORIOE

8 N-BUTANOL 94 46 -1l.T4 =-2.94 CLLIK1 POTASS 1UM CHLORIOE

9 N1TROBENZENE 92 46 -5.36 CL1K1 POTASSIUM CHLORIOE
10 N-BUTANOL 91 46 -1.55 -2.66 CL1LI LITHIUM CHLOR]OE
11  N-BUTANOL 91 46 -1.76 =-2.96 CLINAL SOOIuM CHLORI1DE
12 N-BUTANOL 94 46 -1.74 =-2.94 CL1NAL SO0luM CHLORIOE
13 SEC-BUTANOL 94 46 -1.19 CL1INAL SOOIUM CHLORIOE
14 N-BUTANOL 91 46 -l1l.74 =-2.92 CL1RB1 RUBIOIUM CHLOR 10E
15 CCL4 167 51 1.29 cL2 CHLORINE

16 01LS 168 46 -0.46 0.06 B CL2HGL MERCUR1C CHLORIOE
17 OIETHYL ETFER 2 -1l.74 -1.42 A 0201 OEUTERIUM OX10E

18 OILS 2 -3.15 -l.64 A 0201 OEUTERIUM OX10€

19 01LS 164 22 0.23 0.66 8 HEL HEL1UM

20 CCL4 169 0.54 I18R1 100INE MONDBROMIOE
21 CCL4 169 =0.70 licLl 10DINE MONOCHLORI1OE
22 NITROBENZENE 92 46 -3.74 11Kl POTASS UM IO0010E
23  NITROBENZENE 92 46 -5.00 11L11 LITHIUM 10D10E

24 NITROBENZENE 92 46 -4.59 11NAT SO0IuM 10010E

25 NITROBENZENE 92 46 -3.60 I1RB1 RUBIOIUM 1DO1DE
26 CHCL3 165 2.12 12 1001NE

27 BENZENE 170 2.59 12 1001  E

28 N1TROBENZENE 170 2.29 12 1001INE

29 PRIM. PENTANOLS 47 -1.66 12 1001INE

30 CCL4 166 1.93 12 1001INE

31 (s2 166 2.77 12 1001INE

32 OOCECANE 165 1.87 12 10D1INE

33 HEXADECANE 165 1.59 12 10D1NE

34 BROMOFORM 166 2.62 12 1001INE

35 0lLS 164 22 0.88 1.16 8 KRI KRYPTON

36 O0ILS 164 22 0.55 0.92 8 N2 N1TROGEN

37 CCLé 171 1.15 04081 OSMIUM TETROX1OE
38 CCL4 172 I.09 04051 DSMIUM TETROX1DE
39 0lLsS 164 22 2.04 2.05 8 ROL RACON

40 01LS 164 22 1.16 1.37 8 XEl XENON

41 01LS 173 -1.04 0.25 A HICLL HYOROGEN CHLORIOE
42 OlETHYL ETHER 174 =0.64 =-0.44 A HIFL HYOROFLUDR1C ACI1O
43 CHCL3 174 12 -2.92 =-1.43 A HIFl HYOROFLUOR1C ACID
44 O1ETHYL ETHER 175 26 0.84 0«86 A HIN3 HYOROGEN AZ1DE

45 OlETHYL ETFER 174 C.B86 0.88 A HIN3 HYOROGEN AZ1DE

46 CHCL3 174 -0.16 1.07 A HIN3 HYOROGEN AZ1DE

47 SEC-BUTANOL 84 =0.44 -1l.15 H201 WATER

48 D1ETHYL ETHER 176 -1.18. -0.92 A H202 HY OROGEN PEROX1DE
49 O1ETHYL ETHER 177 -1.36 -1.08 A H202 HYOROGEN PEROX1OE
50 OIETHYL ETHER 178 -0.94 -0.70 H202 HYOROGEN PEROX10E
51 O1ETHYL ETHER 174 -1.19 =-0.92 A H202 HYOROGEN PEROX10E
€2 CHCL3 179 26 =-2.78 -1.29 A H202 HY OROGEN PEROXIOE
53 CHCL3 174 12 -3.34 -1.82 A H202 HYOROGEN PEROX1DE
54 BENZENE 179 26 =-2.30 -C.B89 A H202 HYOROGEN PEROX1DE
55 1-BUTANOL 179 26 -C.48 -1.19 H202 HY OROGEN PEROX10E
56 I-BUTANOL 178 | -0.41 -1.09 H202 HYOROGEN PEROX10E
57 NI1TROBENZENE 179 26 =-2.30 ~-1.03 H202 HYOROGEN PEROX10E
58 PR1M. PENTANOLS 177 -0.85 -1l.38 H202 HYCROGEN PEROX10E
59 PR1M. PENTANOLS 180 -0.85 -1.37 H202 HYOROGEN PEROX10E
60 ETHYL ACETATE 178 -0.60 -C.70 H202 HYDOROGEN PEROX10E
61 1-PENT. ACETATE 178 -1.11 -1.33 H202 HYOROGEN PEROX1O0E
62 N-BUTANOL 181 10 -1.00 H204P1 ORTHOPHOSPHATE ANLON
€3 HEXANOL 181 18 -0.52 H204P1 ORTHOPHOSPHATE AN1ON
64 N-BUTANOL 181 10 0.30 H207P2 PYROPHOSPHATE AN1ON
65 HEXANOL 181 18 Ca73 H207P2 PYROPHOSPHATE ANION
66 OlETHYL ETHER 174 0.95 0.96 A H2S1 HYOROGEN SULFI1DE
67 CHCL3 174 0.89 l.44 N H2S1 HYOROGEN SULF1OE
68 O1ETHYL ETHER 174 -1.96 =-0.90 B8 H3Nl AMMON1 A

69 CHCL3 174 -1.35 -1.37 8 H3N1 AMMONLA

70 SEC-BUTANOL 84 19 -1.09 -2.04 H3N1 AMMON1 A

71 TOLUENE 68 -1.40 -0.35 8 H3NI AMMON 1A

72 PR1M. PENTANOLS 182 -0.85 -1.49 H3N1 AMMON1 A

73 CCL4 7 -2.35 -1.56 8 H3Nl AMMONIA

74 OLlETHYL ETEER 174 -2.28 -1.87 A H3NlOl HY OROX YL AMINE

75 CHCL3 174 -2.58 -1.13 A H3N101 HYDROXYLAMINE

76 DlETHYL ETHER 174 -2.34 -1.23 B H4N2 HYORAZ INE

77 CHCL3 174 -1.35 -1.37 8 H4N2 HYDRAZ INE

78 BENZENE 183 -1.65 -0.60 8 H4N2 HYORAZ INE

79 1-8BUTANOL 184 * =0.66 HSN101 AMMON1UM HYOROX10E
80 PRIM. PENTANOLS 184 -0.87 H5N101 AMMON1UM HYOROX1DE
81 O01LS 173 0.20 0.64 8 CICLINL CYANOGEN CHLOR1OE
€2 0lLs 173 2.42 2.44 8 ClCL3N1O2 CHLOROP ICRIN

83 O01LS 173 2.66 2.64 8 ClCLs CARBON TETRACHLORIODE
g4 CCL4 185 -0.75 Cl11NL 1001NE CYAN1DE

€5 01LS 173 2.08 2.16 8 (182 CARBON DISULFLDE
B6 O0ILS 82 1.70 l.86 B ClS2 CARBON OISULF1O0E
87 OCTANOL 186 1.97 197 = (ClHICL3 CHLOROFORM

88 OILS 173 1.86 1.98 8 ClHlCL3 CHLOROFORM

89 OlETHYL ETHER 187 0.38 0.45 A ClHINL HYDROCYANLIC AC1D
90 OLlETHYL ETFER 174 0.26 0.35 A C1lHINI HYOROCYANIC AC10
91 CHCL3 187 -0.67 ClHINL HYOROCYANIC AClO0
92 CHCL3 174 =0.66 0.62 A ClHINI HYORJCYANLIC ACLD
93 BENZENE 187 =0.35 1.07 A CIlHINL HYDROCYANIC AClO
G4 BENZENE 188 12 -0.57 0.81 A ClHINI HYOROCYANLIC AC1D
S5 CCL4 187 -1.38 C1HINL HYOROCYANLIC AClO
96 ETHYL BROMIDE 187 -0.45 CIHINL HYDROCYANIC AC1D
S7 BROMOETHANE 187 -0.45 CLHINL HYDROCYANIC AClD
98 DIETHYL ETHER 3 -0.96 =-0.72 A CLH2N2 CYANAM1DE

99 O0ILS 2 -2.35 -0.91 A ClH2N2 CYANAM10E

100 PRIM. PENTANOLS 189 -0.30 -0.68 CLlH2N2 CYANAM 1DE



556 Chemical Reviews, 1971, Vol. 71, No. 6 A. Leo, C. Hansch, and D. Elk!ns

NO. SOLVENT REF FOOT LOGP LOGP  EMPIRICAL NAME
NOTE  SOLV ocT FORMULA
101 ETHYL ACETATE 189 12 -0.19 -0.26  ClH2N2 CYANAMIOE
102 0I-I-PR. ETHER 189 12 =-0.7L -0.28  ClH2N2 CYANAMIOE
103 ME-I-BUT.KETONE 189 -0.23 =-0.27  ClH2N2 CY ANAMIOE
104 OIETHYL ETHER 188 12 =-0.96 0.00 8 ClH201 FORMAL DEHYOE
105 OCTANOL 5 -0.54 -0.54 = C1H202 FORMIC ACIO
106 OIETHYL ETHER 190 -0.52 =-0.34 A ClH202 FORMIC ACIO
1C7 OIETHYL ETHER 191 -0.40 -0.31 A ClH202 FORMIC ACIO
108 OIETHYL ETHER 192 -0.45 -0.28 A ClH202 FORMIC ACIO
109 OIETHYL ETHER 46 -0.40 =0.23 A C1H202 FORMIC ACIO
110 OIETHYL ETHER 36 -0.43 =-0.25 A ClH202 FORMIC AC10
111 CHCL3 45 12 =2.50 =-1.03 A ClH202 FORMIC ACIO
112 CHCL3 36 -2.12 -0.69 A ClH202 FORMIC ACIO
113 0ILS 193 -1.84 =-0.44 A ClH202 FORMIC ACIO
114 BENZENE 45 -2.95 ~-1.55 A C1lH202 FORMIC ACIO
115 BENZENE 44 -2.70 -1.28 A ClH202 FORMIC AC10
116 BENZENE 193 -2.57 -1.15 A ClH202 FORMIC AC10
117 N-BUTANOL 190 -0.08 -0e62 C1H202 FORMIC ACIO
118 SEC-BUTANOL 190 0.03 =-0.47  ClH202 FORMIC AC10
119 XYLENE 193 -2.38 -0.97 A ClH202 FORMIC ACIO
120 TOLUENE 193 -2.58 C1H202 FORMIC AC10
121 TOLUENE 41 -2.66 =-0.73 A ClH202 FORMIC ACIO
122 NITROBENZENE 48 -1.67 =-0.51 C1H202 FORMIC AC10
123 PRIM. PENTANOLS 190 -0.26 -0.73  ClH202 FORMIC ACIO
124 ETHYL ACETATE 194 -0.23 =-0.30  ClH202 FORMIC ACIO
125 cCLé 45 26 -3.12 C1H202 FORMIC ACIO
126 0I-I-PR. ETHER 190 -0.84 -0.42 C1H202 FORMIC AC10
127 2-BUTANONE 190 0.12 0.39  ClH202 FORMIC AC1O
128 ME-I-BUT.KETONE 195 -0.34 =-0.37  ClH202 FORM 1C ACIO
129 ME-I-BUT.KETONE 196 -0.38 -0.40  ClH202 FORMIC AC10
130 OLEYL ALCOHOL s -0.92 -0.35  ClH202 FORMIC ACIO
131 O-NITROTOLUENE 48 -1.81 C1H202 FORMIC ACIO
132 S-PENTANOLS 190 12 0.07 -0.22 C1H202 FORMIC AC10
133 ,S-PENTANOL S 195 -0.22 -0.56  ClH202 FORMIC ACIO
134 ‘c$2 193 -3.23 C1H202 FORMIC AC1O
135 PARAFFINS 197 -2.90 C1H202 FORMIC AClO
136 OCTANOL 5 1.69  1.69 = ClH3Il METHYL 10010E
137 OIETHYL ETHER 3 1.92 1.80 A ClH311 METHYL 10010E
138 OIETHYL ETHER 3 -2.85 -1.67 8 ClH3NLOL FORMAMI OE
139 O0ILS 2 -3.12 -1.61 A ClH3N1O1 FORMAM 10E
140 OCTANOL 186 -0.33 =-0.33 = CIH3NLO2 N1 TROMETHANE
141 OCTANOL 5 0.08 0.08 = CIH3NLO2 N1 TROMETHANE
142 CYCLOHEXANE 141 -0.93 C1H3N102 N1TROMETHANE
143 01LS 173 -0.32 0.17 B ClH3NLO2 NITROMETHANE
144 OIETHYL ETHER 3 -3.33 -2.79 A ClH4N201 UREA
145 OIETHYL ETHER 112 -3.52 -2.96 A ClH4N201 UREA
146 OIETHYL ETHER 198 -3.30 -2.76 A ClH4N201 UREA
147 CHCL3 112 -3.85 =-2.97 N CIH4N201 UREA
148 OILS 2 -3.82 -2.26 A ClH4N201 UREA
149 OCTANOL 9 -1.14 -1.14 = ClH4N2S1 THIOUREA
150 OlETHYL ETHER 3 -2.20 -1.80 A ClH4N2§1 THIOUREA
151 OlETHYL ETHER 112 -2.10 =-1.70 A ClH4N2§1 TH1OUREA
152 OI1ETHYL ETRER 198 -2.14 =-0.95 A ClH4N2S1 THIOUREA
153 CHCL3 112 12 =-3.10 =-2.38 N CLH4N2SI THIDUREA
156 0ILS 2 -2.92 -1.43 A ClH4N251 TH1OUREA
155 OCTANOL 186 -0.66 =-0.66 = ClH40L METHANOL
156 OCTANOL 5 -0.82 =-0.82 = ClH40L METHANOL
157 DIETHYL ETHER 3 -0.85 =-0.63 A ClH4OL METHANCL
158 OIETHYL ETHER 174 -1.29 =-1.00 A ClH40L ME THANOL
159 CYCLOHEXANE 199 -1.84 C1lH401 METHANOL
160 CHCL3 174 -1.36 =-0.66 N ClH401 METHANOL
161 0ILS 173 -1.96 =-0.55 A ClH40l METHANOL
162 OILS 101 -2.01 =-0.63 A ClH401 METHANOL
163 01LS 200 -2.11 =-0.73 A ClH40L ME THANOL
1€4 0ILS 201 -2.02 =-0.65 A ClH401 ME THANOL
165 NITROBENZENE 202 -1.60 -0.46  ClH4OL ME THANOL
166 OCTANOL s -0.57 =-0.57 = ClHSNL METHYL AMINE
167 OLETHYL ETHER 3 -1.64 =-0.60 B CIHSNL METHYLAMINE
168 CHCL3 203 12 -0.56 =-0.71 8 ClHSNL METHYLAMINE
169 CHCL3 68 -0.90 =-1.00 8 CLH5N1 METHYL AMINE
170 CHCL3 204 -1.09 -1.15 8 CLlH5NL METHYL AMINE
171 BENZENE 205 -1.34  0.37 8 CLHSNL ME THYL AMINE
172 1-8UTANOL 184 0.00 =-0.52 CLH5N1 METHYL AMINE
173  XYLENE 46 -1.00 =-0.43 8 CLH5N1 METHYLAMINE
174 TOLUENE 205 -1.40 =-0.35 8 CLH5N1 METHYL AMINE
175 PRIM. PENTANOLS 182 -0.45 =-0.98  CIHS5NL METHYLAMINE
176 OCTANOL 206 2.44  2.44 = C2H1BR2N3 1> 24 3=-TRIAZOLE , 4 5-01 BROMO
177 OCTANOL " 206 2.24 2.24 = C2H1BR2N3 Ly 29 4=TR1AZOLEy 3y 5-01BROMO
178 OIETHYL ETFER 3 1.57 1.49 A C2HICL302 TRICHLOROACETIC AC10
179 OIETHYL ETHER 207 1.21  1.18 A C2HICL302 TRICHLOROACETIC AC10
180 OLETHYL ETHER 113 1.63  1.54 A C2HICL302 TRICHLOROACETIC AC1D
181 OIETHYL ETHER 46 1,78 1.68 A C2H1CL302 TRICHLOROACETIC AC 10
182 CHCL3 43 -0.69 0.61 A C2HICL302 TRICHLOROACETIC AC10
183 BENZENE 208 -1.30 0.10 A C2H1CL302 TRICHLDROACETIC AC1D
184 TOLUENE 43 -0.98 0.72 A C2HICL302 TRICHLOROACETIC AC1O0
185 NITROBENZENE 43 0.04 0.91 C2ZH1CL302 TRICHLOROACETIC AC10
186 PRIM. PENTANOLS 43 1.79  1.96  C2H1CL302 TRICHLORDACETIC AC10
187 BROMOETHANE 43 -0.26 C2H1CL302 TR ICHLOROACETIC ACLD
188 10DOMETHANE 4l -1.06 C2H1CL302 TRICHLOROACETIC AC1D
189 OIETHYL ETFER 192 1,26 1.20 A C2H2CL202 O1CHLOROACETIC ACIO
190 OlETHYL ETHER 113 1.46 1.39 A C2H2CL202 OICHLOROACETIC ACIO
191 OIETHYL ETHER 46 1.31  1.27 A C2H2CL202 01CHLOROACETIC ACIO
192 CHCL3 113 -0.89 0.41 A C2H2CL202 O1CHLORDACETIC AC1D
193 0ILS 209 -0.30 0.94 A C2H2CL202 OI1CHLORDACETIC ACLO
194 BENZENE 208 -1.40 0.00 A C2H2CL202 O1CHLOROACETIC ACLO
155 TOLUENE 43 -1.42  0.33 A C2H2CL202 01CHLOROACETIC AC10
156 NITROBENZENE 43 -0.10 0.79  C2H2CL202 O1CHLOROACETIC AC1O
197 cCL4 43 12 -2.31 -0.14 A C2H2CL202 O1CHLOROACETIC ACLO
158 I0DOMETHANE 41 -1.15 C2H2CL202 D1CHLOROACETIC ACLD
199 OCTANOL 56 1.04 [.04 = C2H2CL3N1OL TRICHLOROACETAMLOE

200 DIETHYL ETHER I3 1.08 1.06 A C2H2CL3N1OL TRICHLOROACETAMIDE
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-0.57
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-0.20
-0.15
-0.18
-0.17
-0.18

Q.15
-0.09
~0.16
-0.24
-0.31
-0.20

0.06

0.19
-0.25

PRIl Z

PR N

Ilpeezerti IZP> Ul AP I PRIl P>PPBPDPDD> > >

@

B B B B B B B B B B B 5 58S S NP3 B3

EMP1R]ICAL
FORMUL A

C2H2CL3N101
C2H2F3N101
C2H204
C2H204
C2H204
C2H204
C2H204
C2H204
C2H204
C2H204
C2H204
C2H204
C2H204
C2H204
C2H38R102
C2H38R102
C2H38R102
C2H38R102
C2H38R102
C2H38R102
C2H38R102
C2H38R302
C2H3CLI02
C2H3CL102
C2H3CL102
C2H3CL102
C2H3CL102
C2H3CL102
C2H3CL102
C2H3CL102
C2H3CL102
C2H3CL102
C2H3CL102
C2H3CL102
C2H3CL102
C2H3CL102
C2H3CL 102
C2H3CL102
C2H3Ck 102
C2H3CL102
C2H3CL102
C2H3CL302
C2H3CL302
C2H3CL302
C2H3CL302
C2H3CL302
C2H3CL302
C2H3CL302
C2H3F102
C2H3F102
C2H3F301
C2H3F301
C2H31102
C2H31102
C2r31102
C2H3I102
C2H31102
C2H31102
C2H3I102
C2H3N1
C2H3N1
C2H3N103
C2H4BRIN1O1
C2H4CLIN1OT
C2H4CLINLOL
C2H4CLIN1O1
C2H4CLIN1OL
C2H4FIN1O1
C2H411N1O01
C2H4N2S2
C2H4N252
C2H4NS
C2H4N4
C2H4N4
C2H4N4D2S52
C2H4N402S52
C2H401
C2H401
C2H401581
C2H401S81
C2H401581
C2H402
C2H402
C2H402
C2H402
C2H402
C2H402
C2H402
C2H402
C2H402
C2H402
C2H402
C2H402
C2H402
C2H402
€2H402
C2H402
C2H402
C2H402
C2H402

NAME

TRICHLOROACETAMIOE
TRIFLUORDACETAMIO0E

OXAL1C
OxaALlC
OXAL1C
OXALIC
OXALIC
OXAL1C
OXAL1C
OXAL1C
OXALIC
OXALIC
OXALIC
OXALIC

AClo
ACl0
AClO
ACIO
ACIO
AClD
AC1D
AC10
ACLD
AC10
ACl0
AC1D

BROMOACETLIC
BROMOACET1C
BROMOACETI1C
BROMOACET1C
BROMOACET.C
BROMOACET1C
BROMOACETIC
29 292-TRIBROMO-1,1~ETHANEOIOL /BROMALHYDRATE/

CHLOROACETIC AC10

CHLOROACETIC ACIO

CHLORODACET IC ACIO

CHLOROACETIC AC10

CHLOROACETIC ACIO

CHLOROACET1C ACIO

CHLOROACETIC ACIO

CHLOROACETIC ACIO

CHLOROACET1C AClO

CHLORDACET1IC AClO

CHLOROACETIC ACI1O

CHLORDACETIC ACIO

CHLOROACET1C AC10

CHLOROACET IC ACIO

CHLORDACETIC AClO

CHLORDACET1C AC10

CHLOROACET1C ACIO

CHLORDACET1C AClO

CHLORDACET1C ACI1O

25292-TRICHLORO-1y 1-ETHANEO10OL/CHLORALHYORATE/
29 29 2-TRICHLORO~-1, 1-ETHANEO10OL /CHLORALHYORATE/
2424 2-TR1CHLORO-19 1-ETHANEO 1OL/CHLORALHYORATE/
29292-TR1CHLORO-1, 1-ETHANEO 10L/CHLORALH YORATE/
249 292-TRICHLORO-191-ETHANEQIOL/CHLORALHYORATE/
29 242-TR1CHLORO-1y 1-ETHANEO1OL /CHLORALHYORATE/
2529 2-TRICHLORO-1y 1-ETHANEOIOL/CHLORALHYORATE/
FLUOROACET1C AClO

FLUOROACET1C ACIO

ETHANOL, 2,
2y 29 2-TR1FLUOROETHANOL
IOO0ACETIC
1000ACET1C
IO00ACETIC
1000ACET1C
1000ACETIC
10D0ACETIC
100D0ACETIC
ACETONLTRILE
ACETONITRILE

OXAMIC

AClo

ACl0
AC10
AC10
ACl0
AC10
ACl0
ACl10

242-TR1FLUORO

aAClo
ACl10
AC10
ACIO
AClo
ACIO
ACIO

BROMOACETAM10E

CHLOROACETAMI0E

CHLOROACETAMIOE

CHLOROACETAM10E

CHLOROACETAMIOE

FLUOROACETAMIOE

1000ACETAM10E

OXAMIOE,O01THIO

OXAMIOE,OITHIO
CYANOGUANIOINE/OLICYANO 1AMIOE/
CYANOGUANIOINE/OLCYANO1AMIOE/
CYANOGUANIOINE/OICYANO1AMIOE/
2-AMINO=1y 3, 4-TH1AO1AZOLE-5-SULFONAM1DE
2-AMINO-1,3, 4-THIAOIAZOLE-5-SULFONAMIOE
ACET AL OEHYOE

ACET ALOEHYOE

TH10ACETIC ACIO

THIOACETIC AClO

THIOACETIC AClO

ACETIC
ACETIC
ACETIC
ACETIC
ACET IC
ACETIC
ACETIC
ACETIC
ACETIC
ACETIC
ACETIC
ACETLC
ACET IC
ACET IC
ACETIC
ACETIC
ACETIC
ACETIC
ACETIC

ACl0
AClo
AC10
AClO0
ACIO
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NO. SOLVENT REF FOOT LOGP  LOGP EMP1RICAL NAME
NOTE  SOLV ocT FORMULA
301 BENZENE 51 -1.97 =-0.56 A C2H402 ACETIC ACIO
302 BENZENE 45 -1.80 =-0.32 A C2H402 ACETIC AC1O
303 BENZENE 14 -2.00 =-0.59 A C2H402 ACETIC ACIO
304 BENZENE 40 12 =-2.20 -0.79 A C2H402 ACETIC AC1O
305 BENZENE 16 -2.05 =-0.64 A C2H402 ACET1C ACIO
306 BENZENE 66 -1.74 =-0.33 A C2H402 ACETIC ACIO
307 N-BUTANOL 190 0.09 =-0.40 C2H402 ACET1C AClO
308 I-BUTANOL 184 0.07 =-0.42 & C2H402 ACETIC AClO
309 SEC-BUTANOL 190 0.08  0.40 C2H402 ACETIC AClO
310 XYLENE 42 -1.92 -0.29 A C2H402 ACET1C AC1O0
311  TOLUENE 42 -1.90 -0.09 A C2H402 ACETIC ACIO
312 N1TROBENZENE 14 -1.44 =-0.32 C2H402 ACET1C AClO
313 NI1TROBENZENE 48 -1.42 -0.32 C2H402 ACETIC ACID
314 PR1M., PENTANOLS 190 -0.02 =-0.42 C2H402 ACETIC AC1D
315 PRIM. PENTANOLS 184 -0.03 =-0.34 C2H402 ACET1C AClO
316 PRIM. PENTANOLS 182 -0.03 -0.44 C2H402 ACETIC AClO
317 PRIM. PENTANOLS 177 -0.04 =-0.35 C2H402 ACET1C AClO
318 ETHYL ACETATE 194 -0.18 -0.24 C2H402 ACETIC ACID
319 CCL4 45 -1.92  0.22 A C2H402 ACETIC AClO
320 CCL4 14 -2.45 =-0.23 A C2H402 ACETIC ACLO
321 OI-1-PR. ETHER 190 -0.73 =-0.31 C2H402 ACETIC AC1O
322 01-1-PR. ETFER 221 =C.77 =-0.31 A C2H402 ACETIC AClO
323 0I-1-PR. ETHER 40 -0.77 =-0.35 C2H402 ACETIC ACIO
324 01-I-PR. ETHER 222 -0.61 =-0.17 C2H402 ACETIC aClO
325 HEXANE 14 -2.84 C2H402 ACET1C ACI1O0
326 2-BUTANONE 190 0.08  0.47 C2H402 ACETIC ACIO
327 ME-1-BUT.KETONE 195 -0.32 -0.35 C2H402 ACET1C ACIO
328 OLEYL ALCOKOL 5 -0.66 =-D.09 C2H402 ACETIC ACIO
329 0-N1TROTOLUENE 48 -1.48 C2H402 ACET1C AC1D
330 CYCLOHEXANOL 223 12 -0.06 -1.18 C2H402 ACETIC ACIO
331 S-PENTANOLS 190 0.16 =0.11 C2H402 ACETIC AClO
332 $-PENTANOLS 195 -0.03 -0.34 C2H402 ACETIC ACIO
333 CS2 14 -2.83 C2H402 ACETIC ACIO
334 €S2 165 -2.62 C2H402 ACETIC ACLO
335 PARAFFINS 197 12 -1.32 C2H402 ACET 1C ACIO
336 BROMOFORM 47 -1.58 C2H402 ACETIC ACIO
337 OCTANOL 5 -1.11 -1.11 = C2H403 HYOROXYACETIC AC10/6LYCOLIC AC10/
338 OIETHYL ETFER 192 -1.55 =-1.23 A C2H403 HYOROXYACET1C ACIO/GLYCOLIC AC10/
339 OLEYL ALCOHOL 5 -1.70 -1.13 C2H403 HYOROXYACET1C AC10 /GLYCOLIC AC1D/
340 OILS 224 1.57 1.74 8 C2HSBRI ETHYL BROMIOE
341 OLLS 224 1.38  1.54 B C2HSCL1 ETHYL CHLORI1OE
342  OCTANOL 186 2.00 2.00 = C2HS5I1 ETHYL 10010E
343 OTETHYL ETHER 3 50 2.45 2,27 A C2HS11 ETHYL IOO010E
344 OCTANOL 56 -0.13 =-0.13 = C2HSN101 ACETALOOXIME
345 O1ETHYL ETFER 3 -2.60 =-1.46 B C2HS5N1OL ACETAMLOE
346 O1ETHYL ETHER 112 -2.60 =-1.46 8 C2H5N1O1 ACET AM IOE
347 CHCL3 112 -2.00 -1.26 N C2H5N101 ACET AM1OE
348 OILS 2 -3.08 -1.58 A C2HSN101 ACETAMIOE
349 OIETHYL ETHER 192 12 =-2.08 -1.71 A C2HSN102 AMINOACETIC AC10/GLYCINE/
350 N-BUTANOL 225 -1.81 -3.03 C2HSN102. AMINOACETIC AC10/GLYCINE/
351 SEC-BUTANOL 84 19 -1.01 -1.92 C2H5N102 AMINOACETIC ACI1D/GLYCINE/
352 S$-PENTANOLS 195 -1.82 -2.39 C2HS5N102 AMINOACETIC AC10/GLYCINE/
353 O1ETHYL ETHER 3 -0.85 =-0.63 A C2H5N102 O-METHYL CARBAMATE
354 0ILS 2 -1.60 =-0.26 A C2HS5N102 O-METHYL CARBAMATE
355 O0ILS 224 -1.40 -0.04 A C2HS5NLD2 O-METHYL CARBAMATE
356 OILS 214 -1.40 =-0.04 A C2HS5N102 O-METHYL CARBAMATE
357 OCTANOL 186 0.18 0.18 = C2H5NLOD2 N1TROETHANE
358 OIETHYL ETKER 112 -0.55 0.36 8 C2H5N1S1 THIOACETAM10OE
359 CHCL3 112 -1.14 =-0.46 N C2HSN1S1 THIOACETAM10E
360 OCTANOL 226 -0.16 =-0.16 = C2HS5N302 1-METHYL-1-NITROSOUREA (23909)
361 OCTANOL 227 -0.03 -0.03 = C2H5N302 1-METHYL-1-NITROSOUREA (23909)
362 CCL4 228 -0.04 -0.09 B C2H6FL03P1 01 METHYLFLUOROPHOSPHATE
363 OIETHYL ETHER 3 -2.92 -1.75 A C2H6N201 METHYL UREA
364 OILS 2 -3.36 =-1.84 A C2H6N201 METHYL UREA
365 O1ETHYL ETHER 3 -3.55 -2.98 A C2H6N202 ME THYLOLUREA
366 O1ETHYL ETFER 198 -1.64 =-1.31 A C2H6N2S1 METHYLTHLOUREA
367 OCTANOL 5 -0.32 =-0.32 = C2H601 ETHANOL
368 O1ETHYL ETHER 3 -0.58 =-0.39 A C2H60L ETHANOL
369 OIETHYL ETKER 198 12  0.28 0.37 A C2H601 ET HANOL
370 OIETHYL ETHER 174 -0.57 =-0.38 A C2H601 ETHANOL
371 CYCLOHEXANE 82 -2.37 C2H601 ET HANOL
372 CYCLOHEXANE 229 -1.96 C2H601 ETHANOL
373 CHCL3 174 -0.85 -0.18 N C2H601 ET HANOL
374 OILS 230 -1.52 =-0.19 A C2H601 ET HANOL
375 01LS 173 -1.45 =-0.13 A C2H601 ETHANOL
376 OILS 101 -1.45 -0.11 A C2H60L ETHANOL
377 OILS 200 -1.49 =-0.17 A C2H601 ET HANOL
378 OILS 70 -1.33  0.00 A C2H601 ETHANOL
379 BENZENE 82 -1.58 =-0.18 A C2H601 ET HANOL
380 BENZENE 231 -1.49 =-0.09 C2H601 ETHANOL
381 BENZENE 232 12 -0.01 1.37 A C2H601 ETHANOL
382 CCL4 233 12 =-1.61 0.47 A C2H60L ET HANOL
383  HEXANE 82 -2.26 C2H601 ETHANOL
384 OLEYL ALCOHOL 82 -1.00 -0.43 C2H601 ETHANOL
385 (S2 233 -1.84 C2H601 ETHANOL
386 OCTANOL 9 -2.03 -2.03 = C2H601S1 O1METHYLSUL FOXIOE
387 CCL4 234 12 -1.51 C2H601S1 OIMETHYL SULFOX10E
388 OCTANOL 9 -1.93 -1.93 = C2H602 ETHANE-1, 2-010L/ETHYLENE GLYCOL/
389 OIETHYL ETHER 3 -2.27 -1.88 A C2H602 ETHANE-1,2-010L/ETHYLENE GLYCOL/
390 OILS 2 -3.31 -1.79 A C2H602 ETHANE-1,2-010L/ETHYLENE GLYCOL/
391 OCTANOL 235 1.77  1.77 = C2H6S2 OLMETHYLO1SULFI10E
392 OIETHYL ETHER 3 -1.22 -0.23 8 C2H7NL 01 METHYL AMINE
393 BENZENE 205 -0.82 -0.02 C2HTNL O1METHYLAMINE
394 1-BUTANOL 184 0.10 -0.38 C2HTNL OIMETHYLAMINE
395 XYLENE 46 -0.68 =-0.10 B C2HINL O1METHYLAMINE
396 TOLUENE 205 -1.08 -0.12 8 C2HN1 O1METHYL AMINE
357 TOLUENE 68 -1.28 =-0.27 8 C2HTNL 01 METHYL AMINE
398 OIETHYL ETHER 3 -1.18 -0.19 8 C2H7N1 ETHYLAMINE
399  XYLENE 46 -0.66 -0.08 B C2H7NL ETHYLAMINE
400 TOLUENE 68 -1.28 =-0.27 8 C2HTNIL ETHYL AMINE
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NO. SOLVENT REF FOOT tOGP tOGP EMPLRICAL NAME
NOTE SOLV ocTY FORMULA
401 OCTANOL 5 =1e31 =-1.31 = C2HTN1O1 ETHANOLAMINE
402 OIETHYL ETHER 3 50 -2.89 -1.71 8 C2HTN1O1 ET HANOL AMINE
403 PRIM. PENTANOLS 236 17 -0.18 -0.53 C2HT04P1 PHOSPHATE, MONO ETHYL
404 OCTANOL 206 1.96 1.96 = £3H1BR3N2 IMIDAZOLEy 2y 4y 5S-TRIBROMO
405 OCTANOL 206 1.18 1.18 = C3HICL3N2 1M IOAZOLEy 2y 4y S-TRICHLOROD
406 OCTANOL 206 2.78 2.78 = C3H1I3N2 IMIOAZOLE, 244y 5-TRIIOOO
407 OIETHYL ETHER 237 0.04 0015 A C3H2N2 MALONONITRILE
408 CHCL3 237 -0.53 0.11 N C3H2N2 MALONONITRILE
409 OIETHYL ETHER 112 0.40 0.46 A C3H202 ACETYLENE CARBOXYLIC ACIO/PROPIOLIC ACIO/
410 CHCL3 112 -1l.85 -0.46 A (C3H202 ACETYLENE CARBOXYLIC ACIO/PROPIOLIC ACIO/)
411 OCTANOL 9 1.23 1.23 = C3H3F501 PROPANOLy 24243134 3-PENTAFLUORD
412 OCTANOL 5 -0.92 -0.92 = (3H3N1 ACRYLONITRILE
413 OCTANOL 56 0.08 0.08 = C3H3NLO01 ISOXAZOLE
414 OIETHYL ETHER 207 -0.52 =-0.33 A C3H3N1O2 CYANOACETIC ACIO
415 OIETHYL ETHER 112 -0.43 -0.26 A C3H3N102 CYANOACETIC ACIO
416 OIETHYL ETFER 66 -0.44 -0.26 A C3H3NLO2 CYANOACETIC ACIO
417 CHCL3 112 -2.17 -0.75 A (C3H3N102 CYANOACETIC ACIO
418 BENZENE 66 12 -0.76 0.63 A C3H3N102 CYANOACETIC AC10
419 OCTANOL 218 0.44 O.44 = (3H3NLS1 THIAZOLE
420 OCTANOL 218 0.22 0.22 = C3H3N302 AZAURACIL
421 OIETHYL ETHER 207 0. 68 0.72 A C3H4BR202 A, B~-OIBROMOPROPIONIC AClO
422 O1ETHYL ETFER 46 12 1.79 1.69 A C3H4BR202 Ay B-01 BROMOPROPIONIC AClO
423 CHCL3 46 -0.42 0.84 A C3H4BR202 A, B-OIBROMOPROPIONIC ACIO
424 XYLENE 46 -0.60 1.13 A (3H4BR202 Ay B-01BROMOPROPIONIC ACIO
425 OILS 173 -0.28 0.21 8 C3H4CL201 1, 3-0ICHLOROACETONE
426 OCTANOL 238 0.13 0.13 = C3H4N2 PYRAZOLE
427 OCTANOL 56 -1.69 -1.69 = C3H4N202 HYOANTOIN
428 OLETHYL ETFER 192 0.36 0.43 A C3H402 ACRYL1C AClO
429 ME-I-BUT.KETONE 195 0.40 0.31 C3H402 ACRYLIC ACIO
430 OIETHYL ETHER 112 -0.62 -0.43 A C3H403 A-KETOPROPIONIC AClO/PYRUVIC AClO/
431 OlETHYL ETHER 46 -0.41 -0.24 A (3H403 A-KETOPROP1ONLIC ACIO/PYRUVIC ACIO/
432 CHCL3 112 -2.18 -0.75 A (C3H403 A-KETOPROPIONIC ACI0/PYRUVIC AClO0/
433 CHCL3 46 -1.02 0.29 A C3H403 A-KETOPROPION1C ACIO/PYRUVIC AClO/
434 XYLENE 46 -1.52 0.13 A (C3H403 A-KETOPROP1IONIC ACIO/PYRUVIC AC10/
435  OLEYL ALCOHOL 5 -0.92 -0.35 C3H403 A-KETOPROPIONI1C ACIO/PYRUVIC AC10/
436 OLlETHYL ETHER 212 -0.99 -0.75 A C3H404 MALONIC AClO
437 OLlETHYL ETEER 207 -1.08 -0.81 A C3H404 MALONIC AClO
438 OJETHYL ETHER 194 -0.91 -0.68 A C3H404 MALONIC aClO
439 OlETHYL ETFER 46 =0.34 -0.18 A C3H404 MALONIC ACIO
440 OIETHYL ETFER 64 -0.89 -0.66 A (3H404 MALONIC ACIO
441 N-BUTANOL 194 -0.28 -0.91 C3H404 MALONIC ACI1O
442 1-BUTANOL 48 =0.11 -0.66 C3H404 MALONIC ACIO
443 PRIM. PENTANOLS 4B -0.22 -0.58 C3H404 MALONIC ACIO
444 ETHYL ACETATE 194 -0.65 =-0.75 C3H404 MALONIC AClO
445 HEXANOL T4 -0.51 C3H404 MALONLIC AClO
446 ME-1-BUT.KETONE 195 -0.73 -0.68 C3H404 MALONIC ACID
447 OLEYL ALCOFOL 5 -1.28 -0.70 C3H404 MALONIC ACI1O
448 S—-PENTANOLS 195 -0.43 -0.80 C3H404 MALON1C ACIO
449 N-BUTANOL 181 10 -0.40 C3H4O07P1 PHOSPHOGLYCERATE ANION
450 PR1M. PENTANOLS 181 10 0.1l C3H407P1 PHOSPHOGLYCERATE ANI1ON
451 HEXANOL 181 18 -0.52 C3H407P1 PHOSPHOGLYCERATE ANION
452 OCTANOL H 0.92 0.92 = (C3H5BR102 A-BROMOPROPIONIC ACID
453 OLlETHYL ETERER 3 1.18 1.15 A C3H5BR102 A-BROMOPROPIONIC ACIO
454 O]1ETHYL EYEER 207 1.04 1.03 A C3HSBR102 A-BROMOPROPIONIC ACLO
455 OlETHYL ETEER 46 1.50 l.44 A C3HS5BR102 A-BROMOPROPIONIC ACIO
456 CHCL3 29 -0.44 0.82 A C3HSBR102 A-BROMOPROPION1IC ACIO
457 OILS 209 -0.18 1.08 A C3HS5BR102 A-BROMOPROP1ONIC ACIO
458 BENZENE 29 -0.62 0.76 A C3HSBR102 A-BROMOPROPIONIC ACIO
459 XYLENE 46 -1.01 0.69 A C3HSBR102 A-BROMOPROPIONIC ACIO
460 TOLUENE 29 -0.80 0.86 A C3H58R102 A-BROMOPROPIONIC ACIO
461 CHCL3 29 -0.61 0.65 A (C3HS5BR102 8-BROMOPROPIO 1C ACIO
462 OILS 209 -0.34 0.91 A (C3H58R102 8-BROMOPROPIONIC ACID
4¢3  BENLZENE 29 -0.85 0.54 A C3HS5BR102 8-B8ROMOPROPIONIC ACLO
464 TOLUENE 29 =0.97 0.71 A C3H58R102 8-BROMOPROP1ONIC AC10
465 OlLS 239 2.16 2.14 B8 C3HS5CLLIN206 2,3-PROPANED10L OINITRATE, 1-CHLOROD
466 O0ILS 173 0.03 0.28 8 C3H5CL101 CHLOROACETONE
467 OLETHYL ETHER 207 0.95 0.96 A C3H5CL102 A-CHLOROPROPION1C AC1O
468 OIETHYL ETHER - 207 0.62 0.66 A C3HSCL102 8-CHLOROPROPIONIC ACIO
469 CHCL3 29 -0.86 0.44 A C3HSCL102 8-CHLOROPROPIONIC ACI1O
470 O0ILS 209 -0.53 0.76 A C3HSCL102 8-CHLOROPROPIONIC ACIO
471 BENZENE 29 -1.06 0.33 A C3HSCLIO2 8-CHLOROPROPIONIC ACIO
472 .TOLUENE 29 -1.23 0.49 A C3HSCL102 8-CHLOROPROPIONLIC ACIO
473 CHCL3 29 -0.40 0.85 A C3HS51102 8- 1000PROPL1ONIC ACIO
474 CHCL3 46 -0.32 0.93 A C3HSI102 8- 1000PROPION1IC ACIO
475 BENZENE 29 -0.52 0.86 A C3H5I102 8-1000PROPIONIC ACIO
476 XYLENE 46 -0.82 0.89 A C3HS1102 8- 1000PROPIONIC ACIO
477 TOLUENE 29 -0.68 0.95 A C3HS51102 8-1000PROP1ONIC AClO
478 OJETHYL ETHER 46 1.15 1.13 A C3HS5I102 8-I000PROPIONIC AC100
479 OCTANOL 186 0.16 0.16 = C3HSNL PROPIONLITRILE
480 OCTANOL H 0.04 0.04 = C3HSNL PROPLIONITRILE
481 OILS 239 2.04 2.05 8 C3H5N309 GLYCERYL TRINITRATE
482 OILS 240 2.06 2.35 B8 C3HSN309 GLYCERYL TRINITRATE
483 OCTANOL 227 0.57 0.57 = C3H6CLIN302 1-(2-CHLOROETHYL )=1-N1TROSOUREA (NCS 47547)
484 OJETHYL ETHER 2 -0.34 -0.18 A (C3H6N2 OLMETHYL CYANAMIOE
4gs 01LS 2 =lel4 -0.50 B C3H6N2 DIMETHYL CYANAMIOE
486 O1ETHYL ETFER 3 12 -3.52 -2.87 A (C3H6N202 MALONO1AMIOE
487 I-EUTANOL 4 =1.06 -1.99 C3H6N202 MALONOIAMI0E
488 OCTANOL 238 -0.66 -0.66 = C3H6N2S1 1M10AZOL 100NE, 2-TH10/ETHYLENETH1OUREA/
489 PARAFFINS 241 -1.79 C3H6N2S1 1IM10AZOL 100NEy 2-TH10/ETHYLENETH1OUREA/
490 DCTANOL H =0.24 -0.24 = (3H601 ACETONE
491 OI1ETHYL ETFER 3 50 -0.21 -0.06 A (C3H601 ACETONE
452 CYCLOHEXANE 242 =0.96 C3H601 ACETONE
493 CHCL3 243 12 0.72 0.39 8 C3H6O01 ACETONE
454 0O1LS 230 -0.70 -0.14 8 (3H601 ACETONE
4S5 0ILS 173 -1.10 -0.47 8 (C3H601 ACETONE
496 O0ILS 70 -0.64 -0.09 8 C3H601 ACETONE
4S7 BENZENE 51 12 -0.04 0.52 8 C3He01 ACETONE
458 BENZENE 182 12 -0.03 0.51 8 C3He01 ACETONE
499 BENZENE 244 12 -0.04 0.52 8 C3HeO1 ACETONE
500 BENZENE 42 12 0.00 0.55 8 C3H6O01 ACETONE
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NO. SOLVENT REF FOOT LOGP LOGP EMPIRICAL NAME

NOTE SOtV ocT FORMULA
501 TOLUENE 188 12 -0.31 0.43 8 C3H601 ACETONE
502 CCL4 §1 12 -0.37 C3H601 ACETONE
503 CCLé4 243 -0.35 -0.25 8 (C3H601 ACETONE
504 CCL4 37 -0.34 -0.36 B8 C3H6O01 ACETONE
505 HEXANE 242 -0.92 C3H601 ACETONE
506 (52 242 -0.52 C3He601 ACETONE
5C7 CL3CCHCL2 243 0.22 C3H601 ACETONE
5C8 CL2CHCHCL2 243 0.63 C3H601 ACETONE
509 CL2C=CCL2 243 -0.55 C3H601 ACETONE
5§10 CL2C=CHCL 243 0.05 C3H601 ACETONE
511 OCTANOL 56 0.17 0.17 = (C3H601 ALLYL ALCOHOL
512 OIETHYL ETHER 174 =0.12 0.02 A C(C3HeO1 ALLYL ALCOHOL
513 CHCL3 174 -0.51 0.13 N (C3H601 ALLYL ALCOHOL
514 O]ETHYL ETHER 3 0.30 0.38 A C3H601 PROPIONALOEHYOE
515 OCTANOL 5 0.18 0.18 = C3H602 ACET1C AC10, METHYL ESTER
516 OlETHYL ETHER 3 50 0.43 0.49 A C3H602 ACET1C ACLO,METHYL ESTER
517 O0I1LS 2 -0.37 0.20 8 C3H602 ACET1C AClO,METHYL ESTER
518 BENZENE 245 12 0.47 0.87 8 C3H602 ACETIC ACIO,METHYL ESTER
519 CCL4 245 0.41 0.32 8 C3H602 ACET1C AClOyMETHYL ESTER
520 CS2 245 0.26 C3H602 ACETIC ACIO,METHYL ESTER
521 OCTANOL 218 0.33 0.33 = C3H602 PROPIONIC AClO
§22 OCTANOL 5 0.25 0.25 = (C3H602 PROPIONIC ACIO
§23 O1ETHYL ETHER 190 0.13 0.23 A C3H602 PROP1ONIC ACI1O
524 O1ETHYL ETHER 207 0.20 0.29 A (C3H602 PROPIONIC ACIO
525 OlETHYL ETHER 112 0.23 0.31 A C3H602 PROPIONLIC ACIO
526 O0O1ETHYL ETHER 46 0.18 0.27 A C3H602 PROPIONIC AClO
527 OJETHYL ETHER 49 0.23 0.33 A C3H602 PROPIONIC AClO
528 OIJETHYL ETHER 36 0.27 0.35 A C3H602 PROPIONIC ACIO
§29 CHCL3 51 -0.78 0.52 A (C3He02 PROPIONIC AClO
530 CHCL3 14 -0.79 0.51 A (C3H602 PROPIONIC ACIO
§31 CHCL3 4B -0.79 0.50 A (C3He02 PROP1ONIC ACIO
§32 CHCL3 112 -0.85 0.45 A C3H602 PROPIONIC ACI10
§33 CHCL3 29 -0.80 0.49 A C3H602 PROPIONIC AClO
534 O0ILS 209 -0.80 0.51 A (C3H602 PROPIONIC ACIO
§35 OILS 193 -0.85 0.42 A (C3H602 PROPIONIC AClO
536 BENZENE 51 -1.20 0.25 A (C3H602 PROPIONIC AClO
§37 BENZENE 44 -1.16 0.24 A C3H602 PROP1ON1C ACIO
538 BENZENE 14 -1.37 0.03 A C3H602 PROPION1C AClO
539 BENZENE 29 -1.22 0.18 A (C3H602 PROPIONIC AClO
540 N-BUTANOL 190 0.51 0.19 C3H602 PROPIONIC ACl1O
541 I-BUTANOL 184 0.51 0.22 C3H602 PROP1ONIC AC1O
542 1-BUTANOL 48 Q.43 0.10 C3H602 PROPIONIC ACIO
543 SEC-BUTANOL 190 0.39 Q.44 C3H602 PROPION1IC ACIO
544 XYLENE 48 -1.32 C3H602 PROP1ION]IC ACIO
545 XYLENE 46 =1l.24 O.44 4 (C3H602 PROPIONIC ACIO
546 TOLUENE 51 -1.34 0.39 A (C3He02 PROPIONLIC ACIO
547 TOLUENE 29 -1.33 0.40 A C3He02 PROPIONIC AClO
548 NITROBENZENE 14 -0.80 0.21 C3H602 PROPIONIC ACIO
549 NITROBENZENE 48 -0.75 0.28 C3H602 PROPIONIC AClO
550 PRIM. PENTANOLS 190 0.54 0.30 C3H602 PROPION1IC ACIOD
551 PR1M. PENTANOLS 48 0.37 0.16 C3H602 PROPLONIC ACIO
552 ETHYL ACETATE 194 0.35 0.32 C3H602 PROPIONIC ACIO
553 CCL4 14 =1.79 0.33 A (C3H602 PROPIONLIC ACIO
554 CCL4 48 =-1.62 0.46 A C3H602 PROPIONIC ACIO
555 O01-1-PR. ETHER 190 -0.09 0.44 - C3H602 PROPIONIC AClO
§56 O0l-1-PR. ETHER 221 -0.09 0. 41 C3H602 PROPIONIC ACIO
§57 OI-I-PR. ETHER 222 -0.01 Q.47 C3H602 PROPIONIC ACIO
558 2-BUTANONE 190 0.40 0.14 C3H602 PROPIONIC ACIO
559 ME-1-BUT.KETONE 195 0.21 O.14 C3H602 PROPIONIC ACIO
560 OLEYL ALCOHOL 5 -0.09 Q.46 C3H602 PROPIONIC ACLO
561 ETHYL BROMIOE 4B -0.70 C3H602 PROPIONIC ACIO
562 0-N1TROTOL UENE 48 -0.86 C3H602 PROPIONIC ACIO
5¢3 OECALIN 48 -l.44 C3H602 PROPIONIC ACID
564 S—PENTANOLS 190 0.58 0.36 C3H602 PROP1ONIC AClO
565 S—-PENTANOLS 195 0.49 0.25 C3H602 PROPION1C ACIO
566 PARAFFINS 14 -2.15 C3H602 PROPIONIC ACIO
567 PARAFFINS 197 12 -1.28 C3H602 PROPIONIC AClO
568 OECALIN 246 -1.56 C3H602 PROPIONIC ACIO
569 OCTANOL 5 =0.62 -0.62 = (C3H603 A-HYOROXYPROPIONIC ACIO/LACTIC ACIO/
570 OlETHYL ETHER 51 -1.09 -0.84 A (3H603 A-HYOROXYPROPIONIC ACIO/LACTIC ACIO/
§71 OIETHYL ETHER 247 -0.99 -0.74 A C3H603 A-HYOROXYPROPIONIC ACIO /LACTIC AGlIO/
572 OIETHYL ETHER 112 -0.96 =-0.73 A C3H603 A-HYOROXYPROPIONIC ACIO/LACTIC ACIO/
573 O1ETHYL ETFER 46 -0.64 -0.44 A (C3H603 A-HYOROXYPROPIONIC AC10/LACTIC ACl0/
574 OIETHYL ETHER 49 -1.09 -0.84 A C3H603 A-HYOROXYPROPIONIC ACLO/tACTIC AClO/
§75 O1ETHYL ETHER 213 =1.07 -0.82 A C3H603 A-HYOROXYPROPIONIC ACIO/LACTIC ACIO/
576 CHCL3 112 -2.23 -0.81 A C3H603 A-HYOROXYPROPEIONIC ACL1O/LACTIC AClO/
577 CHCL3 46 =1.81 =0.43 A (3H603 A-HYOROXYPROPION1C AC1O0/LACTIC ACIO/
578 I-BUTANOL 184 -0.10 -0.65 C3He03 A-HYOROXYPROPIONIC ACIO/LACTIC AClo/
579 PRIM. PENTANOLS 247 -0.32 -0.81 C3He03 A-HYOROXYPROPIONIC AC10/LACTIC ACIO/
580 PRIM. PENTANOLS 48 -0.40 -0.81 C3H603 A-HYDROXYPROPIONIC ACIO /LACTIC ACl10/
581 ME-1-BUT.KETONE 195 -0.80 -0.74 C3H603 A-HYOROXYPROPIONIC ACIO/LACTIC AClO/
582 OLEYL ALCOHOL 5 =1l.21 -0.64 C3H603 A-HYDROXYPROPIONIC ACIO /LACTIC AClO/
583 S—PENTANOLS 195 -0.31 -0.66 C3H603 A-HYOROXYPROP1ONLIC ACLOD/LACTIC AC10/
584 OJETHYL ETHER 207 -0.76 -0.55 A (C3H603 METHOXYACETIC ACIO
585 OIETHYL ETHER 112 -0.62 =-0.43 A C3H603 METHOXYACETIC ACI0
586 CHCL3 112 12 -1.30 0.04 A C3H603 METHOXYACETIC ACI10
587 ME-I-BUT.KETONE 195 -0.57 -0.58 C3H603 METHOXYACETIC ACIO
588 S—-PENTANOLS 195 -0.30 -0.65 C3H603 METHOXYACET1C ACIO
589 OIETHYL ETHER 3 -2.05 -1.68 A C3H604 Ay B~-OIHYOROXYPROPION1C ACIO/GLYCERIC ACl10/
590 OCTANOL 186 2.10 2,10 = (3H7BRI1 1-BROMOPROPANE
591 OIETHYL ETHER 2 =1.10 =-0.85 A C3H7CL102 GLYCEROL MONOCHLOROHYORIN
592 O0ILS L2 =1.92 -0.55 A C3H7CL102 GL YCEROL MONOCHLOROHYORIN
593 OlETHYL ETHER 3 -1.10 -0.85 A C3H7CL102 GLYCEROL-A-MONOCHLOROHYORIN
594 O1ETHYL ETHER 2 =1.62 -0.59 8 C3H7N1O1L OIMETHYLFORMAMIOE
565 O0ILS 2 =2+31 -0.87 A C3HTNIOL OIMETHYLFORMAMIOE
§96 OCTANOL 235 =1.05 ~-1.05 = (C3H7N101 N-METHYLACETAMIOE
5S7 OQIETHYL ETHER 3 -1.89 -0.81 8 C3H7NL1O1 PROPIONAM]OE
598 CHCL3 248 -1.40 -0.70 N (C3H7N1O1 PROPIONAMIOE
599 O0I1LS 2 =2.44 -0.99 A C3HTN1OI PROPIONAMIOE

A C3H7N102 AMINOACETIC ACIOy METHYL ESTER

600 " O1ETHYL ETHER 3 50 -I.l4 -0.88
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NO.

601
602
603
604
605
606
6C7
6C8
609
610
611
612
613
614
615
616
617
618
619
620
621
622
623
624
625
626
627
628
629
630
621
632
633
634
635
636
637
638
639
640
641
642
643
644
645
646
647
648
649
650
651
652
653
654
655
656
657
658
659
660
661
6€2
6€3
664
665
666
667
668
669
670
671
672
673
674
675
676
677
678
679
680
681
682
683
684
6ES
686
687
688
689
690
691
692
693
694
655
696
657
698
699
700

SOLVENT

0C TANOL
D1ETHYL ETHER
N-BUTANOL
SEC-BUTANOL
OCTANOL
OIETHYL ETHER
oItS

OILS

OILS

OIt$

OILS

DIETHYL ETHER
OCTANOL
CYCLOHEXANE
CHCL3

TOLUENE

CCL4

OCTANE

cs2

OILS

OCTANOL
N-BUTANOL

PRIM. PENTANOLS

HEXANOL
OCTANOL
N-BUTANOL

PR1M. PENTANOLS

HEXANOL

PRIM. PENTANOLS

OILS

OIETHYL ETEER
O1ETHYL ETHKER
OIETHYL ETFER
0ItS

OIETHYL ETHER
0CTANOL
OIETHYL ETFER
O1ETHYL ETHER
CYCLOHEXANE
CHCL3

OILS

OILS

oiLS

OILS

BENZENE
BENZENE
HEXANE

OLEYL ALCOHOL
OlETHYL ETHER
DIETHYL ETFER
CHCL3

olLsS

OILS

OCTANOL
OlETHYL ETFER
olLS

OIETHYL ETHER
OILS

OLETHYL ETHER
OIETHYL ETFER
OIETHYL ETFER
olLs$

OCTANOL
O1ETHYL ETFER
XYLENE
TOLUENE
OCTANOL
DIETHYL ETFER
OIETHYL ETHER
OIETHYL ETHER
CYCLOHEXANE
CHCL3

CHCL3

BENZENE
BENZENE
1-BUTANOL
XYLENE

TOL UENE
TOLUENE
TOLUENE

CCL4

OI-I-PR. ETHER
0CTANOL
O1ETHYL ETHER

PR1M. PENTANOLS

OCTANOL
O1ETHYL ETHER
1-BUTANOL
O1ETHYL ETERER
OCTANOL
OCTANOL
N-B8UTANOL
OlETHYL ETFER
OC TANOL

CHCL3

OCTANOL
N-BUTANOL
O0CTANOL
OlETHYL ETFER
CHCL3

REF FOOT tOGP

NOTE SOtV

56 -2.94
3 12 -5.85
225 -1.60
84 19 -0.94
218 -0.1%
3 -0.19

2 -1.12
173 -0.92
82 -1.52
214 -0.85
249 -1.00
3 -2.74
186 0.65
250 0.53
250 12 1.91
250 1.40
250 0.99
250 0.45
250 0.85
240 Q.45
181 10 0.28
18I 10 -0.70
181 10 0.04
181 I8 -0.04
181 10 0.43
181 10 =-0.70
181 10 0.21
181 18 O.18
18f 10 -0.22
2 -2.64

3 =-2.51

3 -2.54

3 -2.39

2 =-2.77
198 -1.35
186 0.34
3 0.28
174 -0.03
82 -1.49
174 -0.21
173 -0.85
101 -0.81
200 -0.89
201 -0.81
82 -0.87
231 -0.65
82 -1.48
82 -0.45
2 -0.19
174 -0.33
174 -0.35
2 -1.32
201 -1.05
5 0.00

3 -0.82

2 -2.25

3 -1l.74

2 =2.77

3 -2.00

3 -3.18
198 -2.96
2 -4.15
218 -0.03
3 -0.54
46 -0.36
68 -0.65
251 0.27
3 -0.34
251 -0.26
188 -0.38
251 -0.%44
251 0.54
46 0.59
205 -0.33
251 -0.29
184 0.49
205 -0.44
205 -0.36
68 -0.36
188 =0.34
251 -0.09
251 -0.36
5 -0.96

3 50 -2.37
236 17 -0.06
56 -0.52
3 -2.94

4 -0.92

3 -3.70
226 -0.95
9 l.81
252 38 0.04
212 1.73
238 -0.40
188 -0.23
235 70 -0.28
253 36 -0.40
218 =1l.47
192 ~1.63
254 -2.10

LOGP
ocT

2494
-5.00
=274
-1.82
-0.15
-0.04
0.22
0.38
-0.15
0.44
0+30
-2.28
0.65

2.41
1.67

l.46
0.28

0.43

-1.17
-2.07
-2.10
-1.97
-1.29
-1.006
0.34
0.36
0.10

Q.41
0.42
Q.45
0.38
0.45
0.48
0.74

0.12
-0.04
-0.16

0.28

0.00

0.24

0.00
-0.60
-0.82
=l.41
-1.30
-1l.64
=2.66
=2.47
=2.56
-0.03

0.37

0.21

0.15

0.27

0.54

0.61

0.52

0.23
0.27
0.31
0.35
0.18
1.45
Q.40
0.40
0.42
0. 66
0.10
-0.96
-1.22
-0.38
-0.52
-1.77
-1.80
=2.44
=D.95
1.81
~0.46
1.63
=0.40
0.35
-0.28
-1.07
-1.47
-1.32
-1.32

LIS 25 5 2B 25 25 29 2N |

®2Z

b N B 3 B 3

b I ) 4

PPN PROU PRI ZD D

XN ¥

Hzilr» [N @ Zooo @

Zrph

EMPIRICAL
FORMULA

C3HTNLO02
C3H7N1O02
C3H7N1D2
C3H7NLO2
C3H7N102
C3H7N1O2
C3H7NL1O2
C3HTN102
C3HTNIO2
C3H7NIO2
C3H7N102
C3HTNL02
C3H7N102
C3H7N102
C3HTN102
C3H7N102
C3H7N102
C3HTN1D2
C3H7N102
C3H7N105
C3H706P1
C3H706P1
C3H706P1
C3H706P1
C3H706P1
C3HT06P1
C3H706P1
C3HT706P1
C3HBN1O6P1
C3HBN201
C3HBN201
C3HBN201
C3HBN201
C3H8N20I
C3HBN2S1
C3HBO1
C3H801
C3HBO01
C3HB01
C3HB01
C3HB01
C3HBO01
C3HB01
C3HBO01
C3HB01
C31B01
C3HBO01
C3HB01
C3HB01
C3HB01
C3HB01
C3HB01
C3HB01
C3HB02
C3HB02
C3HBO2
C3HB02
C3HB02

' C3HB02

C3HB03
C3HB03
C3HB03
C3H9N1
C3HONL
C3HONL
C3HIN1
C3H9N1
C3HONL
C3H9NI
C3HINI
C3H9NL
C3HONL
C3H9NL
C3H9NL
C3HINI
C3HINL
C3HI9NL
C3H9N1
C3HO9NL
C3H9NL
C3H9NL
C3H9NL
C3H9N1O01
C3H9N101
C3H904P1
C3H904P1
C3H10N2
C3H10N201
C3H1ON203
C4H3F1N202
C4H3F701
C4H3N502
C4H4BR204
C4H4N2
C4H4N2
C4H4N201ST
C4H4N202
C4H4N203
C4H4N203
C4H4N203

NAME

A-AMINOPROPIONIC ACIO/ALANINE/
A-AMINOPROPIONIC AC10/ALANINE/
A-AMINOPROPIONIC ACIO /ALANINE/
A-AMINOPROPIONIC ACIO /ALANINE/
0-ETHYL CARBAMATE/URETHANE/
O-ETHYL CARBAMATE/URETHANE/
O-ETHYL CARBAMATE/URETHANE/
O-ETHYL CARBAMATE/URETHANE/
O-ETHYL CARBAMATE/URETHANE/
O-ETHYL CARBAMATE/URETHANE/
O-ETHYL CARBAMATE/URETHANE/
A-HYOROXYPROPIONAM10E/LACTAMIOE/

1-NITROPROPANE
1-NITROPROPANE
1-NITROPROPANE
1-N1TROPROPANE
1-N1TROPROPANE
1-NITROPROPANE
1-NITROPROPANE

GLYCERYL MONONITRATE
B8-GLYCEROPHOSPHATE ANION
B8-GLYCEROPHOSPHATE ANION
8-GLYCEROPHOSPHATE ANION
8-GLYCEROPHOSPHATE ANION
L-A-GLYCEROPHOSPHATE ANION
L-A-GLYCEROPHOSPHATE ANION
t-A-GLYCEROPHOSPHATE ANION
L-4-GLYCEROPHOSPHATE ANION

SERINE PHOSPHATE
Ny N-O1METHYLUREA

OlMETHYLUREA,SYM.
OIMETHYLUREA,UNSYM

ETHYLUREA
ETHYLUREA
ETHYLTHIOUREA
PROPANOL
PROP ANOL
PROPANOL
PROPANOL
PROPANOL
PROPANOL
PROP ANOL
PROPANOL
PROPANOL
PROPANOL
PROP ANOL
PROP ANOL
PROP ANOL
1-PROP ANOL
I-PROPANOL
I-PROPANOL
1-pPROPANOL
I-PROPANOL

O1METHOXYMETHANE

METHOXYETHANOL
METHOXYETHANOL

1y 2-PROPANEO1OL
1,2-PROPANEDICL

TRIMETHYLENE GLYCOL

GLYCEROL
GLYCEROL

GL YCEROL
ISOPROPYLAMINE
PROPYL AMINE
PROPYL AMINE
PROPYL AMINE
TRIMETHYLAMINE
TRIMETHYLAMINE
TRIMETHYL AM INE
TRIMETHYLAMINE
TRIMETHYLAMINE
TR IMETHYLAMINE
TR IMETHYL AM INE
TRIMETHYLAMINE
TRIMETHYLAMINE
TRIMETHYLAMINE
TRIMETHYLAMINE
TR IMETHYLAM INE
TRIMETHYLAMINE
TRIMETHYLAMINE
TR IMETHYLAMINE
TRIMETHYLAMINE

2-PROPANOLy 1-AMINO
2-PROPANOLy 1-AMINO
PHOS PHATE, MONO-N-PROPYL

PHOSPHOR1C ACIO,

TRIMETHYL ESTER

1y 2-PROPYLENEOLAMINE
1,3-0LAMINOPROPANOL -2

15 3-01AMIND-PROPANOL-2
5=FLUORDURACIL (19893)

BUTANOL 92424 34 39 4, 4y 4—HEP TAFLUORD

AZAXANTHINE

1, 2-01BROMOSUCCINIC ACLD

PYRIMIOINE

SUCCINOOINLITRILE

2-TH1OURACIL
URACIL

BARBITURIC AClO
BARBITURIC AClO
BARBITURILIC ACL1D
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NC. SOLVENT REF FOOT LOGP  LOGP EMP IRICAL NAME
NOTE  SOLV ocT FORMUL A
701 N-BUTANOL 253 36 -l.16 =-2.12  C4H4N203 BARBITURLC AC10
702 OCTANOL 65 -1.66 =-1.66 = C4H4N204 3-CARBOXYME THYL S YONONE
703 OCTANOL 227 -0.71 =0.71 = C4H4N6O1 B-AZAGUANINE (NCS T49)(PKA= 6.43)
704 DIETHYL ETHER 212 0.19 0.28 A C4H404 FUMARIC ACLO
7€5 ODIETHYL ETHER 207 0.10 0.20 A C4H4D4 FUMARLC ACIO
706 OLETHYL ETRER 46 0.07 0418 A C4H404 FUMARIC AC10
7¢7 1-BUTANOL 4 0.76  0.56 C4H404 FUMARIC ACLO
7C8  ETHYL ACETATE 194 0.23  0.23 C4H404 FUMARLC ACIO
7€9  CYCLOHEXANONE 194 0.54 C4H404 FUMARIC AC10
710 2-BUTANONE 194 0.53 0.4l C4H404 FUMARIC AC10
711 ME-I-BUT.KETONE 194 0.08 0.07 C4H404 FUMARLC AC10
712 ME-1-BUT.KETONE 195 0.22  0.20 C4H404 FUMAR1C AC10
713 S$-PENTANOL S 195 0.60 0.38 C4H404 FUMARLC AC10
714 O1ETHYL ETFER 212 -0.82 =-0.61 A C4H404 MALEIC ACLO
715 O1ETHYL ETRER 207 -1.04 =-0.79 A C4H404 MALEIC AC1O
716 OIETHYL ETHER 46 -0.50 -0.32 A C4H404 MALEIC ACIO
717 1-BUTANOL 4 0.11 -0.35 C4H404 MALEIC ACI10
718 ME-1-BUT.KETONE 195 -0.66 =-0.66 C4H404 MALEIC AClO
719 OLEYL ALCOHOL 5 -0.89 -0.32 C4H404 MALEIC ACIO
720 S-PENTANOLS 195 -0.32 -0.67 C4H404 MALEIC AC1O
721 OCTANOL 255 1.81 1.8l = C4H4S1 THIOPHENE
722 O1ETHYL ETHER 212 0.46 0.52 A C4HSBR104 BROMOSUCCINIC AC1O
723 OIETHYL ETHER 46 0.B4 0.86 A C4HSBRID4 BROMOSUCCINIC AC10
724 1-BUTANOL 4 0.75  0.55 C4H5BR104 BROMOSUCCINIC ACIO
725 XYLENE 46 —1.44 0.22 A C4HSBR104 BROMOSUCCINIC ACLO
726 OCTANOL 218 1,18 1.18 = C4HS5F302 ACET1C ACIO, TRIFLUORO-ETHYL ESTER
727 OCTANOL 186 0.75 0.75 = C4HSN1 PYRROLE
728 OLETHYL ETHER 3 -1.51 =-1.21 A C4H5N102 SUCCINIMIOE
729 OIETHYL ETHER 113 -1.42 -1.13 A C4HS5NLO2 SUCCINIMIOE
730 CHCL3 113 -1.27 -0.58 C4HSN102 SUCC INIM10E
731 OIS 2 -2.31 =-0.91 A C4H5N102 SUCCINIMIOE
732 OILS 173 2,02  2.11 8 C4HSN1S1 1SOTHIOCYANATE, ALLYL
733 OCTANOL 218 -0.22 =0.22 = C4H5N3 PYRIMIOINEy2-AMINO
734 N-BUTANOL 253 36 -0.6B -1.46 C4H5N301 CYTOSINE
735 OCTANE 256 -1.47 C4HSN302 2-METHYL-5-N1TROIM10AZOLE
736  OCTANE 256 -1.60 C4HSN302 4=METHYL=-5-N1TROIMIDAZOLE
737 N-BUTANOL 253 36 -1.54 =2.65 C4H5N303 URAMIL
738 OCTANOL 134 0.38 0.38 = C4H6N4O1S1 3-METHYLTH10-4-AMINO-1,244-TRIAZINE-5-ONE
739 OCTANOL 217 07 =0.25 =-0.25 = C4H6N403S2 2-ACETYLAMINO-1, 3, 4-THIAO1AZOLE-5-SULFONAMIOE
740 CHCL3 217 07 -2.39 C4H6N40352 2-ACETYLAMINO-1, 3, 4~THLAOIAZOLE-5-SULFONAM10E
741 OCTANOL 218 -0.26 -0.26 = C4H6N403S2 1,3,4-THI1AOLAZOLE-2-SULFONAMIOE, 5-ACETAMIOO
742 0ILS 240 2.51  2.76 B C4H6N4O12 ERYTHRITOL TETRANITRATE
743 0ILS 257 12 1.66 1.8l B C4Hé01 O1VINYL ETHER
744 OILS 258 0.40 0.77 8 C4H601 OIVINYL ETHER
745 OILS 259 1.61  1.77 B C4H601 OLVINYL ETHER
746 OCTANOL 260 0.60 0.60 = C4H601S1 G-TH10BUTYROLACTONE
747 OCTANOL 261 0.72 0.72 = C4H602 CROTONLC AC1O
748 OLETHYL ETFER 192 0.72 0.74 A C4H602 CROTONIC ACIO
749 O1ETHYL ETHER 46 0.55 0.61 A C4H602 CROTONIC ACIO
750 CHCL3 29 -0.50 0.76 A C4H602 CROTONIC ACIO
751 CHCL3 46 -0.56 0.7l A C4H602 CROTONIC AC10
752 BENLZENE 29 -0.91  0.48 A C4H602 CROTON 1C ACIO
753  XYLENE 46 -1.05 0.64 A C4H602 CROTONIC AC1O
754 TOLUENE 29 -1.05 0.64 A C4H602 CROTONIC ACIO
755 OCTANOL 5 -0.59 =-0.59 = C4H604 SUCCINIC ACLO
756 O1ETHYL ETRER 212 -0.87 =-0.64 A C4H604 SUCCINIC ACIO
757 O1ETHYL ETHER 3 -0.82 =-0.60 A C4H604 SUCCINIC ACIO
758 OIETHYL ETHER 192 -0.89 -0.66 A C4H604 SUCCINIC ACID
759 O1ETHYL ETHER 194 -0.90 =-0.67 A C4H604 SUCCINIC ACIO
760 O1ETHYL ETHER 46 -0.65 =-0.45 A C4H604 SUCCINIC AC10
761 OIETHYL ETHER 62 -0.83 -0.61 A C4H604 SUCCINIC ACIO
762 OIETHYL ETHER 213 -0.84 =-0.62 A C4H604 SUCCINIC ACIO
763 O01ETHYL ETHER 36 -0.86 =-0.63 A ' C4H604 SUCCINIC ACIO
764 CHCL3 46 -1.92 -0.53 A C4H604 SUCCINIC ACIO
765 N-BUTANOL 194 0.00 -0.51 C4H604 SUCCINIC ACLO
766 1-BUTANOL 4 -0.02 -0.53 C4H604 SUCCINIC ACIO
767 PRIM. PENTANOLS 182 -0.15 =-0.59 C4H604 SUCCINIC ACIO
768 PRIM. PENTANOLS 48 -0.19 -0.54 C4H604 SUCCINIC ACID
769 ETHYL ACETATE 194 -0.63 =0.77 C4H604 SUCCINIC AC1O
770 CYCLOHEXANONE 194 0.04 =0.80 C4H604 SUCCINIC AClO
771 HEXANOL 74 -0.34 C4H604 SUCCINIC ACIO
772 2-BUTANONE 194 0.00 -0.68 C4H604 SUCCINIC ACIO
773 ME-I-BUT.KETONE 194 -0.73 -2.14 C4H604 SUCCINIC ACIO
774 ME-1-BUT.KETONE 195 -0.69 =-0.69 C4H604 SUCCINIC ACIO
775 $-PENTANOLS 195 -0.23 -0.57 C4H604 SUCCINIC ACIO
776 O1ETHYL ETHER 3 -1.52 =-1.22 A C4H605 016LYCOLIC ACIO
777 OIETHYL ETHER 207 -1.54 =I.24 A C4H60S 01GLYCOLIC ACID
778  1-BUTANOL 4 -0.31 =-0.9 C4H605 OIGLYCOLIC ACIO
779 ME-I-BUT.KETONE 195 -1.27 -1.18 C4H605 0IGLYCOLIC ACIO
780 S-PENTANOLS 195 -0.62 =-1.02 C4H605 OIGLYCOLIC ACIO
781 OCTANOL 5 -1.26 =1.26 = (4H605 MALIC ACIO
782 O1ETHYL ETHER 207 —1.88 =-1.53 A C4H605 MALIC ACLO
783 O1ETHYL ETHER 213 -1.B5 -1.49 A C4H605 MALIC ACIO
784 I-BUTANOL 4 -0.63 -1.39 C4H605 MALIC ACIO
785 OLEYL ALCOHOL 5 -1.74 -1.16 C4H605 MALIC ACIO
786 $-PENTANOLS 195 —0.97 -1.42 C4H605 MALIC ACIO
787 ME~I-BUT.KETONE  [95 -1.36 -1.27 C4H605 0-L-MALIC ACIO
788 O1ETHYL ETHER 192 -2.43 -2,02 A C4H606 TARTARIC ACIO
789 OIETHYL ETHER 46 12 -1.01 -0.76 A C4H606 TARTARIC ACIO
790 OIETHYL ETHER 213 -2.42 =-2.01 A C&H606 TARTARIC ACIO
791 OI1ETHYL ETHER 36 -2.34 -1.93 A C4H606 TARTARIC ACIO
792 1-BUTANOL 4 -0.78 -1.60 C4H606 TARTARIC ACIO
793 PRIM. PENTANOLS 48 -1.21 -1.84 C4H606 TARTARIC ACIO
794 S-PENTANOLS 195 -1.10 -1.56 C4H606 TARTARIC ACIO
795 ME-I-BUT.KETONE 195 -1.58 -1.47 C4H606 D-TART ARIC ACID
796 0ILS 173 1.12  1.35 8 C4HTBR102 BROMOACETIC ACIOy ETHYL ESTER
797 OCTANOL 5 1.42 .42 = C4HTBR102 A-BROMOBUTYRIC ACIO
798 CHCL3 29 0,08 1.29 A C4HTBRID2 A-BROMOBUTYRIC ACIO
799 OILS 209 0.14 1,12 A C4H7BRIO2 A-BROMOBUTYRIC ACIO
800 BENZENE 29 -0.08 1.33 A [4HTBR102 A-BROMOBUTYRIC ACIO
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NO.

801
802
803
804
805
806
8C7
808
809
810
811
812
813
B81l4
81§
816
817
818
819
820
821
822
823
824
825
826
827
828
829
830
831
832
833
834
835
836
837
838
839
840
B84l
842
843
B44
845
846
847
848
849
850
851
852
853
B854
855
856
857
858
859
860
86l
862
B8é3
864
8¢S
866
867
868
869
870
871
872
873
874
875
876
877
878
879
880
881
882
883
84
88s
11
887
888
889
890
891
852
8S3
894
8SS
8S6
897
898
899
900

SOLVENT

I-BUTANOL
TOLUENE
OCTANOL
OIETHYL ETHER
CYCLOHEXANE
CHCL3

BENZENE
N-BUTANOL
ETHYL ACETATE
N-BUTYL ACETATE
ccLe
N-HEPTANE
2-BUTANONE

OC TANE

cs2

DCTANDL

0ILS

OILS

01LS

OIETHYL ETHER
CHCL3

PRIM. PENTANOLS
OIETHYL ETHER
CHCL3

ETHYL ACETATE
ME-1-8UT.KETONE
S-PENTANOL S
OCTANOL
N-BUTANOL
OCTANOL

01LS

OCTANOL
OCTANOL
OIETHYL ETHER
CYCLOHEXANE
CHCL3

BENZENE
N-BUTANOL
ETHYL ACETATE
N-BUTYL ACETATE
ccLé
N-HEPTANE
2-BUTANONE
OCTANE

cs2

CCTANOL

CHCL3
N-BUTANOL
N-BUTANOL

1-BUTANOL
OILS

OILS

OCTANOL

OILS

OCTANOL
O0CTANOL
OlETHYL ETFER
OILS

o1LS

BENZENE
I-BUTANOL
CCL4

cs2

OC TANUL
OlETHYL ETFER
O1ETHYL ETHER
OIETHYL ETHER
OLETHYL ETHER
CHCL3

CHCL3

0lLS

olLs

OILS

BENZENE
BENZENE
N-BUTANOL
I-BUTANOL
I-BUTANOL
I-BUTANOL
SEC-BUTANOL
XYLENE
TOLUENE
NITROBENZENE
PRIM. PENTANOLS
PR1M. PENTANOLS
PR1M. PENTANOLS
ETHYL ACETATE
CCL4

0l1-1-PR. ETHER
2-BUTANONE
OCTANE

OLEYL ALCOHOL
O-N1TROTOL UENE
S—PENTANOLS
PARAFFINS
DOOECANE
HEXAOECANE

REF FOOT tOGP

NOTE  SOLV

4 1.46
29 -0.27
262 1.40
262 1.36
262 0.55
262 1.43
262 1.46
262 1.65
262 1.48
262 1.48
262 0.92
262 0.36
262 0.72
262 0.30
262 0.71
218 2.03
224 1.36
214 0.20
173 1.53
112 . l.23
112 0.08
263 2.38
207 -2.18
67 -2.78
67 12 -1.56
195 -1.50
195 -0.88
260 -0.05
253 36 -0.31
56 -3.20
264 12 -0.15
238 0,34
262 0.51
262 -0.29
262 -1.70
262 -0.10
262 -0.82
262 0.93
262 0.40
262 0.45
262 -1.40
262 -2.00
262 0.08
262 -2.00
262 =-1.70
238 0.52
265 -0.95
266 -1.08
253 36 =-1.32
267 " 0461
186 0.29
5 0.26

4 1.20
259 0.83
267 0.70
268 1.04
258 -0.30
186 0.73
5 0.66

3 50  0.93

2 0.40
224 0.60
245 12 1.01
4 0.86
245 0.95
245 0.72
5 0.79
190 0.66
207 0.68
46 0.66
49 0.81
29 -0.27
46 -0.27
209 -0.21
220 -0.35
193 -0.46
44 -0.65
29 -0.65
190 0.95
4 0.97
184 0.96
48 0.91
190 0.72
46 -0.78
29 -0.82
48 “0.42
190 1.05
184 0.97
48 1.03
194 0.72
48 -1.02
221 0.24
190 0.70
60 47 =-1.76
5 0.46
48 -0.44
190 1.01
197 -1.15
60 47 -1.87
60 47 -1.92

tOGP
ocT

1.55
1.32
1.40
2.06

1.93
1. 56
1.83
1.53
1.52
2.06

0.81

2.03
2.44
1.37
1.68
1.21
0.65
2.70
-1.80

-1.73
-1.40
-1.31
-0.05
-0.95
-3.20
1.05
0.34
0.51
0.59

0.51
0.57
0. 81
0.37
0.85
Q.67

-0.52

u Zp@>pH

@il U

»Z

-]

ool loh @

>

b b B S b 2B O |

EMPIRICAL
FORMULA

C4HTBR102
C4HTBR102
C4HTCL203P1
C4HTCL203P1
C&4HTCL203P1
C4HT7EL203P1
C4HTCL203P]
C4HTCL203P1
C4H7CL203P1
C4HTCL203P1
C4HT7CL203P1
C4HTCL203P1
C4H7CL203P1
C4H7CL203P1
C4HTCL203P1
C4HTCL301
C4HTCL301
C4HTCL302
Cen7Il02
C4H7N102
C4HTN102
C4HTN102
C4HTNL103
C4HTN103
C4HTN103
C4HTN1D3
C4HTNLO3
C4HTNISL
C4HTNS
C4HTNALO2
C4HBBR1N1O1
C4HBBR1IN1O1L
C4HBCL304P1
C4HBCL304P1
C4HBCL304P1
C4HBCL304P1
C4HBCL304P1
C4HBCL304P1
C4HBCL304P1
C4HBCL304P1
C4HBCL304P1
C4HBCL304P1
C4HBCL304P1
C4HBCL304P1
C4HBCL304P1
CaHBN2
C4HBN202
C4HBN202
C4HBN6
C4HBO1
C4HBO1
C4HBO1
C4HBO1
C4HBO1
C4HBO1
C4HBOL
C4HBOL
C4HBO02
C4HBO2
C4HBO2
C4HBO2
C4HBO2
C4HBO2
C4HBO2
C4HBO2
C4HBO2
C4HBO2
C4HBO2
C4HBO2
C4HBO2
C4HBO2
C4HBO2
C4HBO2
C4HBO2
C4HBO2
C4HBO2
C4HBO2
C4HBO2
C4HBO2
C4HB02
C4HBO2
C4HBO2
C4HBO2
C4HBO2
C4HBO2
C4HBO2
C4HBO2
C4HBO2
C4HBO2
C4HBO2
C4HBO2
C4HBO2
C4HBO2
C4HBO2
C4HB02
C4HBO02
C4HBO2
C4HBO2
C4HBO2
C4HBO2

NAME

A-BROMOBUTYRIC ACIOD

A-BROMOBUTYRIC ACIO .
OICHLOROVINYLPHOSPHONATE,O yO-0IMETHYL
OICHLOROVINYLPHOSPHONATE +0+0-0IMETHYL
OICHLOROVINYLPHOSPHONATE,0,0-0IMETHYL
OICHLOROVINYLPHOSPHONATE 0 0-0IMETHYL
OICHLOROVINYLPHOSPHONATE,0,0-0 IMETHYL
OICHLOROVINYLPHOSPHONATE 4040-0 I METHYL
OICHLOROVINYLPHOSPHONATE,0,0-0 IMETHYL
OICHLOROVINYLPHOSPHONATE,0,0-0IMETHYL
01 CHLOROVINYLPHOSPHONATE,0,0-0 IMETHYL
O1CHLOROVINYLPHOSPHONATE 0+0-0IMETHYL
OICHLOROVINYLPHOSPHONATE0+0-0IMETHYL
OICHLOROVINYLPHOSPHONATE,0,0-01METHYL
OICHLOROVINYLPHOSPHONATE040-0IMETHYL

By By B-TRICHLORO-T-BUTANOL

By B8y B-TRICHLORO-T-BUTANOL

Ay Ay B-TR1CL-N-BUTYRALOEHYOE HYORATE
IODOACETIC ACIOy, ETHYL ESTER

OI ACETYLMONOXIME

OIACETYLMONOXIME

DIACETYLMONOXIME

ACETIC ACIOy ACETYLAMINO/ACETYL GLYCINE/
ACETIC ACIOy, ACETYLAMINO/ACETYL GLYCINE/
ACET1C ACIO, ACETYLAMINO/ACETYL GLYCINE/
ACET1C ACIO,ACETYLAMINO/ACETYL GLYCINE/
ACET1C AC10,ACETYLAMINO/ACETYL GLYCLNE/

2-AZACYCLOPENTANTHIONE
49 59 6~TRIAMINOPYRIMIOINE

BUTYRIC ACIOy

SOOIUM SALT

A-BROMO-I-BUTYRAMIOE

BROMOACETAM10E,N-ETHYL

OIME-1-0H-242y 2-TRICLETHYL PHOSPHONATE/OIPTEREX/
OlME=1-0H-242,2-TRICLETHYL PHOSPHONATE/OLPTEREX/
OIME-1-0H-2,2, 2-TRICLETHYL PHOSPHONATE/O1PTEREX/
OlME-1-0H-2,2, 2-TRICLE THYL, PHOSPHONA TE/O1PTEREX/
O1ME-1-0H-242,2-TRICLETHYL PHOSPHONATE/OLPTEREX/
OIME-1-0H-2y 2y 2-TRICLETHYL PHOSPHONATE/O1PTEREX/
OlME-1-0H-2,2y 2-TRICLETHYL PHOSPHONATE/O1PTEREX/
OIME-1-0H-2,2, 2-TRI1CLETHYL PHOSPHONATE/O1PTEREX/
OIME-1-0H-2,2, 2-TRICLETHYL PHOSPHONATE/OIPTEREX/
O1ME-1-0H-2,2, 2-TRICLETHYL PHOSPHONATE/O1PTEREX/
O1ME-1-0H-2,2, 2-TRICLETHYL PHOSPHONATE/O1PTEREX/
01 ME-1-0H-2,2, 2-TRICLETHYL PHOSPHONATE/O1PTEREX/
O1ME-1-0H-2,2,2-TRICLETHYL PHOSPHONATE/OIPTEREX/

2-IM10AZOLINE, 2-METHYL
OIMETHYLGLYOX1ME
O1METHYLGLYOXIME
TETRAMINOPYRIMIDINE
ALLYL METHYL ETHER
2-BUTANONE

2-BUTANONE
BUTYRALOEHYOE
CYCLOPROPYL METHYL ETHER
CYCLOPROPYL METHYL ETHER
ETHYL VINYL ETHER

ETHYL VINYL ETHER
ACETIC AC10, ETHYL ESTER
ACET 1C AC10, ETHYL ESTER
ACET1C ACIOyETHYL ESTER
ACET 1C AC10yETHYL ESTER
ACET 1C AC1O,ETHYL ESTER
ACET1C ACIO,ETHYL ESTER
ACET1C ACIOyETHYL ESTER
ACET1C AC10,ETHYL ESTER
ACETIC ACLD, ETHYL ESTER
BUTYR1IC AClO

BUTYRIC AClO

BUTYR1C AClO

BUTYRIC ACIO

BUTYRIC ACIO

BUTYRIC ACIO

BUTYR1C AClO

BUTYRIC AClO

BUTYRIC AClO

BUTYRIC ACID

BUTYRIC aClo

BUTYRIC AClO

BUTYRIC ACIO

BUTYRIC AClD

BUTYRIC ACIO

BUTYRIC ACIO

BUTYRIC ACI1O

BUTYRIC ACIO

BUTYRIC AClO

BUTYRIC ACID

BUTYRIC ACIO

BUTYRIC AClo

BUTYRIC ACID

BUTYRIC AClO

BUTYRIC ACIO

BUTYRIC AClO

BUTYRIC AClO

BUTYRIC AClO

BUTYRIC AClD

BUTYRIC ACID

BUTYRIC ACID

BUTYRIC ACID

BUTYRIC ACID

BUTYRIC AClO
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NO. SOLVENT REF FOOT LOGP LOGP  EMPIRICAL NAME
NOTE SOLV  OCT FORMULA
901 CHCL3 51 -0.25 1.00 A C4HBO2 I-BUTYRIC ACIO
902 CHCL3 29 -0.28  0.96 A C4HBO2 I-BUTYRIC ACIO
903 OILS 209 -0.12 1.13 A C4HBO2 I-BUTYRIC ACIO
904 BENZENE 51 -0.74 0.69 A C4HBO2 E-BUTYRIC ACIO
9C5 BENZENE 29 -0.72  0.71 A C4HBO2 I-BUTYRIC ACIO
906 BENZENE %6 -0.81 0.58 A C4HBO2 I-BUTYRIC ACID
9C7 XYLENE 46 -0.80 0.91 A C4HBO2 I-BUTYRIC ACID
9C8  TOLUENE 51 -0.86 0.88 A C4HBO2 I-BUTYRIC ACIO
909 TOLUENE 29 -0.B7 0.82 A C4HBO2 I-BUTYRIC AC1O
910 NITROBENZENE 48 —0.42 0.50  C4HBOZ 1-BUTYR1C ACIO
911 PRIM. PENTANOLS 48 0.99 0.95  C4HBO2 I-BUTYRIC ACID
912 CCL4 37 -1.47 0.61 A C4HBO2 I-BUTYRIC AC10
913 OCTANOL 5 -0.42 -0.42 = C4HBO2 010X ANE
914 CCL4 234 12 -0.13 C4HBOZ DIOXANE
915 OCTANOL 56 0.83 0.83 = C4HBO2 FORMIC ACIO, PROPYL ESTER
916 OIETHYL ETHER 46 -0.40 -0.23 A C4HBO3 BUTYRIC ACIO,B-HYOROXY
917 OIETHYL ETHER 207 -0.3¢ -0.18 A C4HBO3 ETHOXYACETIC AC10
918 OCTANOL 5 —0.36 -0.36 = C4HBO3 A-HYOROXY-1-BUTYRIC AC10
919 OIETHYL ETHER 192 —0.65 -0.45 A C4HBO3 A-HYOROXY-I-BUTYRIC ACIO
920 I-BUTANOL 4 0.08 -0.38  C4HBO3 A-HYOROXY-1-8UTYRIC ACIO
921 OLEYL ALCOHOL 5 -0.85 =-0.28  C4HBO3 A-HYOROXY--BUTYRIC ACIO
922 OIETHYL ETHER 269 -0.48 -0.31 A C4HB03 A-HYOROXYBUTYRIC ACIO
923 OIETHYL ETHER 46 -0.08 0.1I9 A C4HBO3 A-HYDROXYBUTYRIC ACIO
924 PRIM. PENTANOLS 269 0.05 -0.32  C4HBO3 A-HYOROXYBUTYRIC ACIO
925 OIETHWL ETHER 3 -0.43 =-0.26 A C4HBO3 LACTEC ACIO,METHYL ESTER
926 OCTANOL 186 2.39  2.39 = C4HICLL 1- CHLOROBUT ANE
927 OCTANOL 186 —0.21 =-0.21 = C4H9NLOL BUTYRAMIOE
928 OIETHYL ETFER 3 ~1.24 -0.24 B C4HINIOL BUTYRAMIOE
929 D0ILS 2 -2.02 -0.65 A C4H9IN1O1 BUTYRAMIOE
930 1-BUTANOL “ 0.18 -0.25  C4H9NLO1 BUTYRAM IOE
931 OCTANOL 235 —0.77 =-0.77 = C4H9N1OL Ny N-OIMETHYLACET AM 10E
932 OCTANOL 218 -1.08 -1.08 = C4HINLOL MORP HOL INE
933 OLETHYL ETHER 3 12 -5.58 -4.76 A C4HONL1O2 A-AMINOBUTYRIC ACIO
934  N-BUTANOL 225 -1.34 =-2.38  C4H9IN1D2 A-AMINOBUTYRIC AC10
935 I-BUTANDL 4 -1.79 -3.02  CAH9N102 A-AMINOBUTYRIC ACIO
936 SEC-BUTANOL 84 19 -0.79 -1.61  C4HINLD2 A-AMINOBUTYRIC AC10
937 OCTANOL 65 1.01  1.01 = C4HIN102 2-METHYL-2-NITROPROPANE
938 OCTANOL 270 1.17 C4HINLO2 2-METHYL-2-NITROPROPANE
939 OCTANOL 235 2.15 2.15 = C4HINLD3 BUTYL NITRATE
940 DILS 271 0.43 0.8l B C4HIOF103P1 OIETHYLFLUOROPHOSPHATE
941 CCL4 228 0.54 0.44 B C4H1O0F103P1 OIETHYL FLUOROPHOSPHATE
942 CCL4 271 0.54 0.44 B C4HLOF103P1 DIETHYLFLUOROPHOSPHATE
943 OCTANOL 5 -1.17 -1.17 = C4H1ON2 PIPERAZINE
944 OIETHYL ETHER 3 12 -3.28 -2.03 B C4HION2 PIPERAZINE
945 1-BUTANOL “ -0.60 -1.36  C4HION2 PLPERAZINE
946 OIETHYL ETFHER 198 —0.41 -0.24 A C4HION251 PROPYL THIOUREA
947 OCTANOL 216 0.88 0.88 = C4H1001 BUTANOL
948 OIETHYL ETHER 3 0.89 - 0.89 A C4H1001 BUTANOL
949 O1ETHYL ETHER 174 0.57 0.63 A C4H1001 BU TANOL
950 CYCLOHEXANE 272 -0.72 C4H1001 BUTANOL
951 CYCLOHEXANE 82 -1.12 C4H1001 BUTANOL
952 CHCL3 174 0.45 1.03 N C4H1001 BUT ANOL
953 DILS 173 -0.28 0.94 A C4H1001 BUT ANOL
954 DILS 201 -0.20 1.02 A C4H1001 BUTANOL
955 BENZENE 272 —0.19 1.19 A C4H1001 BUTANOL
956 BENZENE 82 -0.34 0.96 A C4H1001 BUTANOL
957 BENZENE 231 —0.38  1.00  C4H1001 BUTANOL
958 CCL4 272 —0.44 C4H1001 BUT ANOL
959 HEXANE 82 -0.78 C4H1001 BUT ANOL
960 OCTANE 59 -0.81 C4H1001 BUTANOL
961 OLEYL ALCOHOL B2 12 -0.19 0.38  C4H1001 BUTANOL
962 ODDECANE 59 -0.96 C4H1001 BUTANOL
963 HEXADECANE 59 -1.08 C4H1001 8UTANOL
964 OCTANOL 5 0.83 0.83 = C4H1001 E-BUTANOL
965 OCTANOL 216 0.65 0.65 = C4H1001 I-BUTANOL
966 OIETHYL ETHER 3 0.84 0.85 A C4H1001 1-BUTANOL
967 OIETHYL ETRER 174 0.53 0.59 A C4H1001 - BUTANOL
968 CHCL3 174 0.34 0.92 N C4H1001 I-BUTANOL
969 DOILS 173 -0.36 0.86 A C4H100I I-BUTANOL
970 DOILS 101 -0.24 0.97 A C4H1001 I-BUTANOL
971 OILS 201 —0.26 0.96 A C4H1001 E-BUTANOL
972  I-BUTANOL 4 0.93  0.80  C4H1001 I-BUTANOL
973 OCTANOL 186 0.61 0.61 = C4HIOOL S—BUTANDL
974 OIETHYL ETEER 3 0.65 0.68 A C4H1001 $—BUTANOL
975 OIETHYL ETHER 174 0.28 0.12 A C4H1001 S-BUTANOL
976 CHCL3 174 0.30 0.89 N C4H1001 $—BUTANOL
977 0ILS 2 -0.60 0.65 A C4H1001 $—BUTANOL
978 OILS 201 —0.42 0.81 A C4H1001 $-BUTANOL
979 OCTANOL 186 0.37 0.37 = C4H1001 T-BUTANOL
980 OIETHYL ETRER 3 0.34 0.41 A C4H1001 T-BUTANOL
981 OIETHYL ETHER 174 -0.08  0.06 A C4H100L T-BUTANOL
982 CHCL3 174 -0.04 0.57 N C4H1001 T- BUTANOL
983 DOILS 173 -0.64 0.61 A €4H1001 T-BUTANOL
984 OILS 224 -0.74 0.52 A C4H1001 T-BUTANDL
985 OILS 201 —0.66 0.59 A €4H1001 T-BUTANOL
986 OCTANOL 218 0.77 0.77 = C4H1001 ETHYL ETHER
987 OCTANOL 5 0.83  0.83 = C4H1001 ETHYL ETHER
988 OIETHYL ETHER 3 50 1.00 0.99 A C4H1001 ETHYL ETHER
989 D0ILS 173 0.58 0.93 B C4H100I ETHYL ETHER
990 OILS B2 0.38  0.78 B C4H1001 ETHYL ETHER
991 D01ILS 258 0.36 0.74 B C4H1001 ETHYL ETHER
992 OILS 259 0.60 0.93 B C4H1001 ETHYL ETHER -
993 OIETHYL ETHER 2 ,-1.38 -1.10 A C4HI002 15 3-BUT ANEO 10L
994 OILS 2 -2.37 -0.93 A C4HL002 1, 3-BUT ANEO IOL
995 OIETHYL ETHER 2 ~1.72 -1.38 A C4H1002 Is 4-BUTANEO IOL
996 OILS 2 -2.68 -1.22 A C4H1002 1,4-BUTANED IOL
997 OCTANOL s -0.92 -0.92 = CAHI0D2 24 3-BUTANEO10L
998 O1ETHYL ETHER 3 -1.54 =-1.25 A C4H1002 2, 3-BUTANEOIOL
999 OILS 2 -2.47 -1.03 A C4H1002 2, 3-BUTANEO IOL
1000 DCTANOL 5 -0.54 -0.54 = C4H1002 ETHOXY ETHANOL
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NO. SOLVENT REF FOOT LOGP LOGP EMPIRICAL NAME
NOTE SotVv ocT FORMUL A
1001 OIETHYt ETFER 2 -0.70 -0.50 A C4H1002 ETHOXYETHANOL
1002 O0ItS$ 2 -1l.72 =-0433 A C4H1002 ETHOXYETHANOL
1003 OILS 173 12 -1.15 0.15 A C4H1002 ET HOXYETHANOL
1004 OIETHYL ETHER 3 12 -2.36 -1.98 A (4H1003 OIETHYLENEGLYCOL
10¢5 OILS 2 -2.58 -1.12 A C4H1003 GLYCEROL MONOMETHYL ETHER
1006 OIETHYL ETHER 3 -1.72 =-1.39 A C4H1003 GLYCEROL y MONOMETHYLETHER
10C7 1-BUTANOL 4 -1.43 -2.53 C4H1004 ERYTHR1TOL
1008 OCTANOL 235 2.28 2.28 = C4HL0S1 BUTANETHIOL
1009 OCTANOL 186 1.95 1.95 = C4H10S1 OTETHYLSULFIOE
1010 OCTANOL 251 0.88 0.88 = C4HLINL BUTYLAMINE
1011  OCTANOL 218 0.81 0.81 = C4H11NL BUTYLAMINE
1012 OCTANOL H 0.68 0.68 = C4HLINL BUTYLAMINE
I0OI3 OlETHYL ETHER 251 0.11 0.94 B8 C4H1LINL BUTYLAMINE
1014 CYCLOHEXANE 251 =0.29 C4HL1INI BUTYLAMINE
1015 CHCL3 251 0.99 0.62 8 C4HLINL BUTYLAMINE
1016 BENZENE 251 O.14 0.65 8 C4HL1LINL BUTYLAMINE
1017 1-BUTANOL 4 0.92 0.79 C4H11N1 BUTYLAMINE
1018 XYLENE 46 Q.04 0.64 B C4HL1LINL BUTYLAMINE
1019 TOLUENE 150 0.30 1.84 A C4HLLINI BUTYLAMINE
1020 CCL4 251 0.11 0.93 N C4H1INL BUTYLAMINE
1021 01-1-PR. ETHER 251 -0.04 0.50 C4HL1NL BUTYLAMINE
1022 XYLENE 46 0.10 0.70 8 C4H1INI I-BUTYL AMINE
1023 OCTANOL 218 0.40 0.40 = C4HLINL T-BUTYLAMINE
1024 OCTANOL 251 0.57 0.57 = C4H1INL O1ETHYLAMINE
1025 OCTANOL H 0.43 0.43 = C(4HLINIL OlETHYLAMINE
1026 OIETHYL ETFER 3 -0.28 0.68 8 C4HLINL DIETHYLAMINE
1027 OIETHYL ETERER 251 -0.07 0.80 8 C4H1INL OIETHYLAMINE
1028 CYCLOHEXANE 251 -0.34 C4H1INL OIETHYLAMINE
1029 CHCL3 251 0.81 0.46 B8 C4HL1NL OlETHYLAMINE
1030 CHEL3 46 0.89 0.53 8 C4HLINL OlETHYLAMINE
1031 BENZENE 205 -0.02 0.54 8 C4HLINL 01 ETHYLAMINE
1032 BENZENE 251 -0.05 0.52 8 C4H1INL O1ETHYLAMINE
1033 BENZENE 46 -0.05 0.52 8 C4HLINL O1ETHYLAMINE
1034 N-BUTANOL 37 0.43 0.08 C4H1INI OlETHYLAMINE
1035 1-BUTANOL 4 0.74 0.53 C4H11IN1 O1ETHYL AMINE
1036 I-BUTANOL 37 0.42 0.07 C4H11N1 OlETHYLAMINE
1037 XYLENE 46 -0.10 0.50 8 C4HLINL OlETHYLAMINE
1038 TOLUENE 205 -0.09 0.59 8 C4H11NL O1ETHYLAMINE
1039 TOLUENE 68 -0.20 0.51 8 C4H11IN1 OlETHYLAMINE
1040 TOLUENE 273 -0.24 0.47 8 (C4HIINL O1ETHYLAMINE
1041 PRIM. PENTANOLS 182 0.88 0.73 C4H11N1 01 ETHYLAMINE
1042 CCL4 251 0.03 0.82 N C4H1INL D1ETHYLAMINE
1043 CCL4 37 -0.10 C4H1INL O] ETHYL AMINE
1044 CLCH2CH2CL 37 -0.05 C4H11N1 OlETHYL AMINE
1645 O01-8UTYL ETHER 37 -0.20 C4H11N1 OlETHYLAMINE
1046 O01-1-PR. ETHER 251 -0.21 0.30 C4H11N1 O1ETHYL AMINE
1047 OCTANOL H -1.43 -1.43 = C4H11IN102 D1ETHANOL AMINE
1048 OIETHYL ETHER 3 50 -3.27 -2.02 8 C4H11IN1O2 D1 ETHANOL AM INE
1049 1-BUTANOL 4 -0.70 -1.49 C4H11N102 O1ETHANOL AM INE
1050 I-BUTANOL 184 -0.69 -l.48 C4H11N102 D1ETHANDL AM INE
1051 CCL4 135 0.45 0.36 8 C4H1102P1S2 PHOSPHOROOLITHIOTIC AC10,0IETHYL
1052 PRI1M. PENTANOLS 236 17 0.46 0.28 C4H1104P1 BUTYL PHOSPHATE
1053 O01-BUTYL ETHER 236 17 -0.18 C4H1104P1 BUTYL PHOSPHATE
1054 01-BUTYL ETFER 236 17 -0.27 C4H1104P1 1-8UTYL PHOSPHATE
1055 CHCL3 274 -2.05 -0.65 A C4HIL04P1 OlETHYL PHOSPHATE
1056 NITROBENZENE 274 -2.14 -0.90 C4H1104P1 O1ETHYL PHOSPHATE
1057 PRIM. PENTANOLS 236 17 0.23 0.00 C4H1104P1 OlETHYL PHOSPHATE
1058 01-1-PR. ETHER 274 -1.75 -1.50 C4H1104P1 OlETHYL PHOSPHATE
1059 ME-I-BUT.KETONE 274 -0.56 =-1.07 C4H1104P1 D1ETHYL PHOSPHATE
1060 S-PENTANOL S 274 0.35 C4H1104P1 O1ETHYL PHOSPHATE
1061 OlETHYL ETFER 3 12 -2.89 -1.69 8 C4HI2N2 TETRAMETHYLENEO] AM INE
1062 1-BUTANCL 4 -0.12 -0.67 C4H12N2 TETRAMETHYLENEO] AMINE
1063 1-BUTANOL 184 -1.96 C4H13N101 TETRAMETHYLAMMON 1UM HYOROX1OE
1064 OCTANOL 275 75 3.53 3.53 = CS5CLSNL 253545556 PENTACHLOROPYRIOINE (PKA= -1.00)
1065 OCTANOL 206 27 3.08 3.08 = C5H1BR3NG PURINE 246, 8-TR1BROMO
1066 OCTANOL 206 27 3.90 3,90 = CS5SHICL3NG PURLINE y2+ 6, B8y=TR1CHLORO
1067 OCTANOL 275 715 3.32 3.32 = (5HICL4NL 29395, 6~-TETRACHLOROPYR1IOINE (PKA= -0.80)
1€68 OCTANOL 275 185 2468 2.68 = C5H2CL3N1 294y 6~TRICHLOROPYR 1DINE (PKA= -0.30)
1069 OCTANOL 275 15 2.77 277 = C5H2CL3NL 2,3,6-TRICHLOROPYRIDINE (PKA= -0.63)
1070 OCTANOL 275 15 3.11 3.11 = CS5H2CL3NL 253, 5-TR1CHLOROPYRIOINE (PKA= 0.78)
1071 OCTANOL 275 75 2.15 2.15 = (5H3CL2N1 2,6=D1CHLORPYRIODINE (PKA= 0.36)
1072 OCTANOL 275 75 2.40 2.40 = CSH3CL2N1 29 5-D1CHLORPYRIOINE (PKA= 2.62)
1073 OCTYANOL 275 785 2.11 2.11 = CSH3CL2N1 2y 3-01CHLORPYR IOINE (PKA= 2,79}
1074 OCTANOL 275 715 2.56 2.56 = CS5H3CL2N1L 3,5-01CHLORPYRIDOINE (PKA= 3,20)
1075 OCTANOL 276 1.42 1.42 = (S5H4BRINL 2-BROMOPYRIDINE
1076 OJCTANOL 27¢ 1.60 1.60 = C5H4BRINL 3-BROMOPYRIDINE /PKA= 2,84/
1077 OCTANOL 276 1.54 1.54 = (CS5H4BRINI 4-BROMOPYR1DINE
1078 OCTANGCL 275 75 1.45 1.45 = CSH4CLINL 2-CHLORDPYR1OINE (PKA= 3.33)
1079 OCTANOL 275 75 1.43 1.43 = C5H4CLINL 3-CHLOROPYRIDINE (PKA= 4,28)
1080 OCTANOL 275 15 1.28 1.28 = C5H4CLLINL 4-CHLOROPYRIDINE (PKA= 4.57)
1081 OCTANOL 276 1.27 1.27 = CS5H4CLINL 2-CHLOROPYR1DINE
1082 OCTANDL 277 14 =-1.11 =-1.11 = C(5H4N4OL HYPOXANTHINE
10€3 N-BUTANOL 253 36 -0.27 -0.89 . C5H4N4O1 HYPOXANTHINE
1084 N-BUTANOL 253 36 -0.34 -G.99 C5H4N402 XANTHINE
1085 OCTANOL 277 14 =-2.92 =-2.92 = C5H4N403 URIC AClD
1086 N-BUTANOL 253 36 -C.96 -1l.85 C5H4N403 UR1IC AClO
1087 ocvANDE 227 0.01 0.01 = C5H4N4SIT MERCAPTOPURINE/PURINE=-6-TH10L/(755)
1088 OCTANOL 227 0.01 0.01 = CS5H4N4SI 6=PURINETHIOL HYORATE (NCST755)(PKA= 7.80)
1€89 OI1ETHYL ETKER 192 C.55 0.60 A (CSH403 FURANE-2-CARBOXYL1C AC1D
1690 DI1ETHYL ETRER 112 0.58 0.64 A (SH4D3 FURANE-2-CARBOXYL1C AC1D
1091 CHCL3 112 -0.54 0.73 A (C5H403 FURANE-2-CARBOXYL 1C AC10
1092 CHCL3 278 0.30 1.55 A CS5HS5F302 TRIFLUOROACETYLACETONE
1093 CHCL3 279 0.29 1.48 A C5HSF302 TR1FLUORODACETYLACETONE
1054 BENZENE 279 .11 1.52 A C5HSF302 TRIFLUOROACETYLACETONE
1095 CCL4 279 -0.1¢4 0.60 N CS5HSF302 TR1FLUORODACETYLACETONE
IC96 HEXANE 279 -0.50 CSHSF302 TR1IFLUOROACETYLACETONE
1097 O0-ClCL. BENZENE 279 -0.05 CSH5F302 TR1IFLUORODACETYLACETONE
1098 OCTANOL 218 2.12 2.12 = CS5HSF502 PENTAFLUOROPROPIONIC AC1D, ETHYL ESTER
1099 OCTANOL 276 0. 64 0.64 = (C5HSNL PYRIDINE /PKA = 5.23/
1100 O0CTANOL 255 0.65 0.65 = CSHSNIL PYRIDINE
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NO.

1101
1102
1103
1104
1105
1106
11¢7
Iics
1109
1110
1111
1112
1113
1114
1115
1116
1117
1118
1119
1120
1121
1122
1123
1124
1125
1126
1127
1128
1129
1130
1131
1132
1133
1134
1135
1136
1137
1138
1139
1140
1141
1142
1143
1144
1145
1146
1147
1148
1149
1150
1151
1152
1153
1154
1155
1156
1157
1158
1159
1160
Ile1
1162
1163
1164
1165
1166
1167
1168
1169
1170
1171
1172
1173
I174
1175
1176
1177
1178
1179
1180
1181
1182
1183
1184
1185
1186
1187
1188
1189
1190
T191
1192
1193
1194
1195
I196
1197
1198
1199
1200

SOLVENT

OIETHYL ETERER
CHCL3

OIS

BENZENE
BENZENE
BENZENE
1-BUTANOL
XYLENE
TOLUENE
OCTANOL
OIETHYL ETEER
CHCL3

O1ETHYL ETEER
CHCL3

OCTANOL
OCTANOL
N-BUTANOL
N-BUTANOL
N-BUTANOL
N-BUTANOL
N-BUTANOL
OCTANOL
D1ETHYL ETHER
1-BUTANOL
OCTANOL
OCTANOL

CHCL3

OCTANOL

OC TANOL
OCTANOL
N-BUTANOL
O1ETHYL ETHER
O1ETHYL ETRER
OlETHYL ETHER
I-BUTANOL

ME-I-BUT.KETONE

olLs

OCTANE
N-BUTANOL
N-BUTANOL
OCTANOL
OCTANOL
OCTANOL
OCTANOL

CHCL3

OILS

o1LsS

CHCL3

BENZENE
BENZENE
OIETHYL ETFER
O1ETHYL ETFER
OIETHYL ETERER
OIETHYL ETHER
CHCL3

CHCL3
I-BUTANOL
XYLENE
OIETHYL ETHER
1-8UTANOL

PR1M. PENTANOLS

OLEYL ALCOHOL
OlETHYL ETERER
OIETHYL ETFER
OIETHYL ETHER
OIETHYL ETHKER
CHCL3
N-BUTANOL
I-BUTANOL
ETHYL ACETATE

ME-I-BUT.KETONE

OLEYL ALCOHOL
S—-PENTANOL S
olLS

01ILS

01Ls

BENZENE
TOLUENE
OCTANOL
OECANOL

CHCL3

ETHYL ACETATE
0lLS$

OCTANOL
OCTANOL

0ItS

0ItS

OILS

OILS
PARAFFINS
01LS

OILS

OILS

BENZENE

CCL4

€S2

OIETHYL ETHER
OIETHYL ETHER
I-BUTANOL
OCTANOL

REF

3
280
173
183
281

66

46
188
278
248
248
248
248
218
277
253
253
253
253
253
227

276
276
282
276
235
283
253

212
207

195
284
256
253
253
186
218
134
217
217
259
259
285
286

207

FOOT
NOTE

75

14
36
36
36
36
36

12
70
36

36
36

12

oGP
soLv

0.08
1.43
-0.02
0.42
0439
Q.44
0.86
0.31
0.16
1.04
-1.82
-1.21
=0.32
=1l.40
-1.69
=0.16
0.33
0.44
-0.35
-0.55
-0.32
-0.07
-0.11
0.65
0.11
0.28
-0.70
0.16
0.22
-1.20
0.05
-0.62
-0.45
-0.48
0.28
=0.26
-0.32
-0.39
-0.79
-0.02
1.98
-0.68
-0.16
0.13
=1.40
1.83
1.94
0.77
0.76
0.90
-0.58
=0. 64
=0.64
-0.49
-1.19
-1.32
0.08
-1.90
0.44
0.69
0.71
-0.31
-0.55
=0.57
-0.60
-0.47
-1.81
0.21
0.30
-0.18
-0.45
-0.96
0.16
-0.03
-0.43
0.55
0.50
0.38
1.53
1.39
-2.20
-1.25
-0.87
0.13
2.03
1.99
I.38
-0.20
-0.62
-2.22
0.30
1.20
-0.21
1.52
1.59
1.30
1.51
111
1.50
I.21

LOGP
ocr

0.92
0. 81
0.42
Q.84
0.82
0.85
0.70
0.92
0.77
1.04
-0.75
0.12
=0.16
=-0.06
-1.69
-0.16
-0.07
0.09
=1.00
-1.28
-0.96
-0.07
0.75
0.41
0.11
0.28
-0.97
0.16
0.22
-1.20
-0.44
-0.43
-0.28
-0.31
-0.11
-0.30
0.53

-1.61
-0.54
1.98
-0.68
-0.16
0.13

1.95
2.04
1.90
2.14
2.25
-0.39
-0.45
-0.45
-0.31
0.14
0.02
-0.39
-0.27
0.50
0.46
0. 60
0.26
-0.37
-0.39
-0.40
-0.29
-0.43
-0.25
-0.08
-0.24
-0.47
-0.39
-0.13
1.16
0.80
1.75
1.89
1.88
1.53

-1.40
0.40
0.13
2.03
2.10
2. 44
1.00
0.63

0.69
1le43
0.26
1l.60
1.39

l.44

1.09:

1. 60
1.21

AnNrprrolox

> > P

PR DPPERPPPDOE LI I
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b 5 -3 INIS 3

PP OO

NN NN Y-

EMPIRICAL
FORMUL A

C5HSNL
CSH5NL
CSH5NL
C5H5N1
CSHSNL
CSHSN1
C5HSN1
CS5HSNL
CSHSNL
C5HSNL
CSH5N101
C5HSN101
C5H5N101
CSHSN101
CSHSN101
CSHSNS
CSHSNS
C5H5NS
C5HSNSO01L
CSHSN501
CSHSNSS1
CSHS5NSS1
C5HO6N2
CSH6N2
CSHEN2
CSH6N2
CSHEN2
CSHON2
C5H6N20151
CS5H6N202
CS5H6N202
C5H604
C5H604
C5H604
C5H604
CSH604
CS5H7N301
CSHTN302
CSH7NSO1
CSHTNSSIT
CSHB
C5HBN203
C5HBN401S1
CSHBN403S2
C5HBN403S52
CSHBO1
C5HBO1
C5HB02
C5HB02
C5HB02
C5HBO3
C5HB03
C5HBO3
C5HB03
CSHBO3
C5HBO3
C5HBO3
C5HBO3
C5HBO4
C5HB04
CSHBO4
C5HBO4
C5HBO4
C5HBO4
C5HBO4
C5HBO4
C5HBO4
C5HBO4
C5HBO4
C5HBO4
C5HBO4
C5HBO4
C5HBO04
C5H9BR1IN202
C5H9BR1IN202
C5H9B8R102
C5H98R102
C5H98R102
C5H9CL2N302
C5H9CL2N302
CSHIN103
C5H9N103
CSHINI 03
CSHON1S1
CS5HONLS1
CSHIN309
C5HIN3010,
C5H10BR1N101
C5H10BR1IN1OL
C5H10N2S1
C5H1001
C5H1001
CS5H1001
C5H1002
C5H1002
C5H1002
C5H1002
€5H1002
C5H1002
C5H1002

NAME

PYRIOINE

PYRIOINE

PYRIOINE

PYRIOINE

PYRIOINE

PYRIOINE

PYR1OINE

PYRIOLINE

PYRIOINE

PYRIOINE (PKA= 4.90)

2-HYOROXYPYR IO INE

2-HYOROXYPYR 10 INE

3-HYOROXYPYRIOINE

3-HYOROXYPYRLIOINE

PYRIOINE, I-0OX10E

ADENINE

AOENINE

ADENINE

GUANINE

1SOGUANINE

2-TH10AOENINE
TH10GUANINE/ 2-AMINOPUR INE-6-TH1OL/(752)
2-AM1INOPYRIOINE

2-AMINOPYRIOINE

3-AMINOPYRIOINE /PKA = 5.98/

4— AMINOPYRIOINE /PKA = 9.17/
4—AMINOPYRIOINE

4—METHYLPYRIMIOINE
4—-HYOROXY-2-METHYLTHLO-PYRIMIOINE/2-METHIOURAC 1L/
1-METHYLURACIL .

THYMINE

CLTRACONLIC AClO

ITACONIC AClO

ITACONLIC AClO

ITACONLIC ACIO

ITACONIC ACIO

3y 5-01METHYL-4-NITROSOPYRAZOLE
2-ETHYL-5-NITROIM10AZOLE

4y 6~01 AMINO-5-FORMAM100-P YRIM10INE

49 6—01AMINO-5-THIOFORMAM100-PYRIMIOINE
1-PENTYNE

UREAy 1,y 3-01ACETYL
3-METHIO-4-AMINO-6-ME-142y4-TR1AZINE-5-0ONE
2-ACETYLIMINO-3-ME-1y3+4-THLIAOL1AZOLE-5-SULFONAMIOE
2-ACETYLIMINO-3-ME-19394-THIAD1AZOLE-5-SULFONAMIOE
CYCLOPROPYL VINYL ETHER

I-PROPENYL VINYL ETHER

ACETYLACETONE

ACETYLACETONE

ACETYLACETONE

LEVULINIC AC10/B-ACETYLPROPIONIC ACIO/
LEVULINIC ACIO/B-ACETYLPROPIONIC AClO/
LEVULINIC AC10/B-ACETYLPROPIONIC AC10/
LEVULINIC ACL1O/B-ACETYLPROPIONIC ACIO/
LEVULINIC AC10/B-ACETYLPROPIONIC ACl1O/
LEVULINIC AC10/B-ACETYLPROPIONIC AClO/
LEVULINIC AC10/B-ACETYLPROPIONIC AClO/
LEVULINIC AC10/B-ACETYLPROPIONIC AClOD/
OIMETHYLMALONIC ACIO

OIMETHYLMALONIC AClO

OLlMETHYLMALONIC ACIO

OIMETHYLMALONIC AClO

GLUTARIC ACIO

GLUTARIC AClO

GLUTARIC ACIO

GLUTARIC AClO

GLUTARIC ACIO

GLUTARIC ACIO

GLUTARIC ACIO

GLUTARI1C ACIO

GLUTARIC ACI1O

GLUTARIC ACIO

GLUTARIC ACIO

A-BROMO-1-BUTYRYLUREA
A-BROMOBUTYRLUREA

A-BROMOVALERIC ACIO

A-BROMOVALERIC ACIO

A-BROMOVALERIC ACIO

19 3-BIS(2-CHLOROETHYL )-I-NITROSOUREA (NCS$S 409962}
1,3-815(2-CHLOROETHYL )-1-N1TROSOUREA(409962)
A—AMINOPROPIONLIC ACIOy N-ACETYL
A-AMINOPROPIONIC ACIOs» N-ACETYL
O-ETHYL CARBAMATE, N-ACETYL
2-AZACYCLOHEXANTHIONE

THIOCYANIC AC1DyBUTYL ESTER

1y 29 3-PENTANETRIOLTRINITRATE
PENTAERYTHRITOL TRINITRATE
A-BROMO-I-VALERAMLOE

A-BROMOVALERAMIOE

IMIOAZOL IOONEyN-ETHYL-2-THIO/N-ETHYLETHYLENETHIOUREA
ALLYL ETHYL ETHER

CYCLOPROPYL ETHYL ETHER

I-PROPENYL ETHYL ETHER

ACETIC ACIO,PROPYL ESTER

ACETIC ACIO,PROPYL ESTER

ACETIC ACIO,PROPYL ESTER

ACETIC ACIOyTRIMETHYL

ACETIC ACIO0y TRIMETHYE

ACET IC ACIOy TRIMETHYL

PROPIONIC ACIOy ETHYL ESTER
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NO. SOLVENT REF FOOT LOGP  LOGP EMPIRICAL NAME
NOTE SOtV  OCT FORMULA
1201 OIETHYL ETKER 190 1.24 1.20 A (5H1002 VALERIC ACIO
1202 OIETHYL ETHER 46 1le17 1415 A C5H1002 VALERIC ACIO
1203 OIETHYL ETHER 49 I.36 I.31 A C5H1002 VALERIC ACIO
1204 CHCL3 29 0.34 1.53 A (SH1002 VALERIC ACIO
1205 CHCL3 46 0.32 1.51 A (5H1002 VALERIC ACIO
1206 OILS 209 0.48 1.69 A C5H1002 VALER1C ACIO
12¢7 OILS 220 0.4l 1.57 A (C5HL002 VALERIC ACIO
1208 BENZENE 44 -0.05 1.32 A (C5H1002 VALERIC ACIO
1209 BENZENE 29 -0.09 1.32 A C5H1002 VALERIC ACIO
1210 N-BUTANOL 190 1.36 1.45 C5H1002 VALERIC ACIO
1211  I-BUTANOL 184 1.39  1.45 €5H1002 VALERIC ACIO
1212 SEC-BUTANOL 190 1.06 0.99 €5H1002 VALERIC ACIO
1213 XYLENE 46 -0.33 1.43 A CS5H1002 VALERIC ACID
1214 TOLUENE 29 -0.20 1.37 4 (€5H1002 VALERLC AC10
1215 PRIM., PENTANOLS 190 1.55 1.60 C5H1002 VALERIC ACIO
1216 PRIM. PENTANOLS 184 1.40 1450 C5H1002 VALERIC ACIO
1217 2-BUTANONE 190 1.01  1.40 €5H1002 VALERIC ACIO
1218 OCTANE 60 47 ~-l.18 C5H1002 VALERIC ACIO
1219 $-PENTANOLS 190 led4  1.35 C5H1002 VALERIC ACIO
1220 PARAFFINS 291 12 -2.54 C5H1002 VALERIC ACIO
1221 OOOECANE 60 47 =-1.25 C5H1002 VALERIC ACIO
1222 HEXADECANE 60 47 =-1.31 C5H1002 VALERIC ACIO
1223 CHCL3 48 0.21 1,40 A C€5H1002 1-VALERIC ACIO
1224 CHCL3 29 0,17 1437 4 C5H1002 I-VALERIC ACIO
1225 O0ILS 209 0.27 1.51 A C5H1002 1-VALERIC ACIO
1226 BENZENE 29 -0.23 1.19 &4 C5H1002 I-VALERIC ACIO
1227 I-BUTANOL 4 1.30  1.32 C5H1002 I-VALERIC ACl1O0
1228 I-BUTANOL 48 1.13  1.08 €5H1002 I-VALER1C AC10
1229 XYLENE 48 -0.31 1.48 A C5H1002 I-VALERIC AC10
1230 TOLUENE 29 -0.35 1.24 A C5H1002 I-VALERIC AC10
1231 NITROBENZENE 48 0.07 0.93 €5H1002 1-VALERIC AC10
1232 PRIM. PENTANOLS 48 1.13 1.13 CSHIOD2 I-VALERIC ACID
1233 CCL4 48 -0.54 C5H1002 I-VALERIC ACIO
1234 O-N1TROTOLUENE 48 -0.05 C5H1002 I-VALERIC ACID
1235 XYLENE 46 -0.10 1.67 A C5H1002 I-VALERIC AICO
1236 OIETHYL ETFER 3 -1.39 =-1.10 A C5H1004 GL YCEROL MONOACETATE/MONACETIN/
1237 OILS 214 12 =-1.22 0.10 & C5H1004 GLYCEROL MONOACETATE/MONACETIN/
1238 OILS 70 =1.18  0.14 A C5H1004 GLYCEROL MONDACETATE/MONACETIN/
1239 I-BUTANOL 4 =1.72 =2.92 C5H1005 AR ABINOSE
1240 OCTANOL 277 14 =2.32 =2.32 = (5H1005 R1BOSE
1241 OCTANOL 186 2433  2.33 = CSHILF1 1-FLUOROPENTANE
1242 OCTANOL 218 0.85 0.85 = CSHLINL PIPERIOINE
1243 O1ETHYL ETFER 3 -0.24 0.64 B CSHLINL PIPERIOINE
1244 O1ETHYL ETHER 46 -0.18 0.69 8 CSHLINI PIPERIOLINE
1245 CHCL3 46 0.92 0.56 8 C(5HLINL P1PERIOINE
1246 BENZENE 183 -0.06 0.51 B C5HLINL P1PERIOINE
1247 I-BUTANOL 4 0.78  0.59 C5H11INL P1PERIOINE
1248 XYLENE 46 0.03 0.63 B8 CSH1INL PIPER1IOINE
1249 CCL4 234 12 -0.82 C5H11N101 OIMETHYLPROP IONAM1OE
1250 QCTANOL 218 =033 -0.33 = CSHLINIO1 MORPHOL INEy 4~METHYL
1251 01L$ 82 -1.15 0.19 A C5H1IN1OL VALERAM10E
1252 01Ls 292 12 =-0.50 0.73 A CS5H1LIN1Ol VALERAM10E
1253 OLEYL ALCOHOL 82 -0.52 0.05 CSH11N1O1 VALERAM]OE
1254 OlETHYL ETFER 3 =0.77 0.17 8 C5H1IN1O1 I-VALERAM1OE
1255 O0OILS 2 -1.64 =-0.30 A CSHLiIN1Ol I-VALERAM10E
1256 N-BUTANOL 225 -0.98 -2,02 C5H11N102 A-AMINOVALERIC AC1O/NORVALINE/
1257 SEC-BUTANOL B4 19 -0.54 -1.,26 C5HL1N102 A-AMINOVALER1C AC10/NORVALINE/
1258 01ILS 293 0.73 1.85 A C5H1IN102 0-1-BUTYLCARBAMATE
1259 N-BUTANOL 225 -1l.14 =-2.10 CSH1IN102 VALINE
1260 CCL4 294 0.00 C5H11N1S2 Ny N-O1ETHYLOITHIO0CARBAMIC AC 10
1261 N-BUTANOL 295 52 =0.47 =-1.17 C5H12CL1N102 VALINE HYOROCHLOR1OE
1262 N-BUTANOL 295 52 =-0.40 -1.07 C5H12CLIN102S1 METHION INE HYOROCHLOR 10E
1263 O0ILS 2 -2.12 -0.70 4 C5H12N201 Ny N=01ETHYLUREA
12¢4 OL1ETHYL ETFER 3 -1.72 =0.50 B8 CSH12N201 OLETHYLUREA, UNSYM.
1265 SEC-BUTANOL B84 19 =-1.70 =-2.89 C5H12N202 ORNITHLNE
1266 OCTANOL 216 1.40 1.40 = (5H1201 PENT ANOL
1267 01LS 201 0.36 1.52 A C5H1201 PE NT ANOL
1268 BENZENE 231 0.19 1.56 A (5H1201 PENT ANOL,
1269 CCLs4 234 12 - 0.36 C5H1201 PENT ANOL
1270 OCTANE 59 -0.19 C5H1201 PENTANOL
1271 OOOECANE 59 -0.31 C5H1201 PENT ANOL
1272 HEXAOEC ANE 59 -0.39 C5H1201 PENT ANOL
1273 OCTANOL 216 1.16  1.16 = (5H1201 1-PENT ANOL
1274 OI1ETHYL ETFER 3 1.28  1.24 A C5H1201 1=PENT ANOL
1275 O01L$ 173 0.26 1.43 A (5H1201 1-PENT ANOL
1276 0OILS 101 0.33 1.52 A (CS5HiI201 1-PENT ANOL
1277 O1LS 201 0.32 1.48 A CS5H1201 1-PENT ANOL
1278 01LS 201 0.17 1.34 A (CS5H1201 2-PENT ANOL
1279 01LS 201 0.20 1.37 A C5H1201 3-PENT ANOL
1280 OCTANOL 186 1436  1.36 = (5H1201 1-PROPANOL y 24 2-DIMETHYL
1281 OCTANOL 80 0.89 0,89 = (5H1201 2-PROPANOL y 2-ETHYL /T-AMYL ALCOHOL/
1282 0O1LS 173 -0.21 1.05 A CS5H1201 2-PROPANOL y 2-ETHYL/T—AMYL ALCOHOL/
1283 O0ILS 224 0.00 1.22 A CSH1201 2-PROPANOL » 2-ETHYL /T-AMYL ALCOHOL/
1284 O0OILS 296 0.15 1.33 A CSH1201 2-PROPANOL  2-ETHYL / T-AMYL ALCOHOL/
1285 0ILS 201 -0.04 1.15 &4 CS5H1201 2-PROPANOL , 2-ETHYL /T-AMYL ALCOHOL/
1286 OCTANOL 218 0.84 0.84 = (5H1202 O1ETHOXYMETHANE
1287 OlETHYL ETHER 2 -1.26 =-0.99 A C(CS5H1202 1y 5-PENTANEOIOL
1288 O0ILS 2 -2.21 =-0.78 A CS5H1202 1, 5-PENTANEOIOL
1289 OlETHYL ETHER 3 -1443 -1.14 A C5H1203 OLETHYLENE GLYCOL MONOMETHYL ETHER
1290 DILS 2 -2.38 =093 A (5H1203 DIETHYLENE GLYCOL MONOMETHYL ETHER
1291 OI1ETHYL ETFER 3 -1.58 -1.27 A CS5H1203 GLYCERYL-A-MONOETHYL ETHER
1292 OILS 2 =-2.13 =0.71 A (5H1203 GLYCERYL-A-MONOETHYL ETHER
1293  1-BUTANOL 4 -0.85 -1.70 C5H1204 PENT AERYTHR1TOL
1294 XYLENE 46 Ou44 1.05 B (CS5HLI3NL AMYL AM INE
1265 OLETHYL ETEER 3 0.30 1.13 8 CSH13NL 1~ AMYL AMINE
1296 OCTANDL 218 1¢33  1.33 = CSH13NL METHYLBUTYLAMINE
1297 0l-8UTYL ETFHER 236 17 -0.14 C5H1304P1 AMYL PHOSPHATE
1298 OCTANOL 297 46 =3.00 -3.00 = (5H1411N1 TRIMETHYL-ETHYL—AMMON1UM 1001DE
1299 D1ETHYL ETHER 3 12 -2.56 =-1.42 B CS5H14N2 PENTAMETHYL ENEOIAMINE

1300 1-BUTANOL 4 0.l6 -0.28 CS5H14N2 PENTAMETHYLENED]I AMINE
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NO. SOLVENT REF FOOT LOGP LOGP EMPIRICAL NAME
NOTE  SOLV ocr FORMULA
1301 OCTANOL 298 3.22 3.22 = (5H14S811 SILANEy, OIMETHYL-PROPYL
1302 OCTANOL 56 2.22 2.22 = C(6F6 HEXAFLUOROBENZENE
1303 OCTANOL 206 27 4017 C6H1CL4N3 495969 T-TETRACHLOROBENZOTR IAZOLE
1304 HEXANE 299 0.18 COH1CL4N3 495969y T-TETRACHLOROBENZOTR 1AZOLE
1305 OCTANOL 56 49 5.01 §.01 = C6HICLS501 PENTACHLOROPHENOL
1306 HEXANE 299 2.15 C6HLCLSO0I PENTACHLOROPHENOL
1307 CYCLOHEXANE 300 -0.52 C6HIF501 PENTAFLUOROPHENOL
1308 HEXANE 299 -0.30 C6H1FS01 PENT AF LUOROPHENOL
1309 OLEYL ALCOHOL 300 2.37 2.91 C6H1F501 PENT AF LUOROPHENOL
1310 OLEYL ALCOHOL 300 2.09 2,64 C6H2F401 TETRAF LUOROPHENOL
1311 OI-I-PR. KETONE 93 46 -l.48 C6H2K1IN307 POTASS lUM PICRATE
1312 O0I-1-PR. KETONE 93 46 -1l.62 C6H2N3NALOT SOOIUM PICRATE
1313 HEXANE 299 -1.30 C6H3CL1IN4D2 5-CHLORO-4-NITROBENZOTRIAZOLE
1314 OCTANOL 56 3.72 3.72 = (C6H3CL301 24 49 5-TR1CHLOROPHENOL
1315 OCTANOL 9 3.06 3.06 = C6H3CL301 24 49 6~TRICHLOROPHENOL
1316 OCTANOL 56 3.69 3.69 = C6H3CL3OL 24 4y 6-TR]ICHLOROPHENOL
1317 CYCLOHEXANE 300 -0.15 C6H3F301 TRIFLUOROPHENOL
1318 OLEYL ALCOHOL 300 .1.98 2.53 C6H3F301 TRIFLUOROPHENOL
1319 CHCL3 47 1.20 2.31 A C6H3N301 2y 4y6-TRIN1ITROPHENOL/PICRIC AClO/
1320 OCTANOL 218 2.03 2.03 = C6H3N307 2949 6-TRINITROPHENOL/PICR1C AC10/
1321 BENZENE 33 12 1.69 3.02 A C6H3N307 2y 49 6-TRINITROPHENOL /PICR1IC AClO/
1322 N-BUTANOL 253 36 0.96 0.82 C6H3N307 2y 4y6-TRINITROPHENOL /P1CRIC AC1O/
1323 TOLUENE 42 0.88 2435 A C6H3N307 24496-TRINITROPHENOL/PICRIC AC10/
1324 TOLUENE 36 12 1.71 3.08 A C6H3N307 29 49y 6-TRINITROPHENOL/PICR1C AC10/
1325 PRIM. PENTANOLS 182 1.85 2.01 C6H3N307 29 4,6-TRINITROPHENOL /PICR1C ACIO/
1326 S-PENTANOLS 195 12 0.82 0.63 C6H3N307 2y 49 6-TRINITROPHENOL/PICRIC AClO/
1327 TETRALIN 246 2.04 C6H3N307 2949 6-TRINITROPHENOL/PICRIC AClO/
1328 BRCMOFORM 47 0.04 C6H3N307 2,49 6-TRINITROPHENOL/PICRIC AC10/
1329 OCTANOL 10 2.64 2.64 = C(6H4BRIN1O2 BENZENE, 3-8BROMD-1-N1TRO
1330 OLEYL ALCOHOL 124 2.01 2.56 C6H4BR201 2y 4-01 BROMOPHENOL
I331 OCTANOL 10 2.39 2,39 = C6H4CLINIO2 BENZENEy 4-CHLORO-1-NITRO
1332 OCTANOL 10 2.46 2.46 = (C6H4CLINL1O2 BENZENE, 3-CHLORO-1-N1TRO
1333 OCTANOL 301 2.24 2.24 = C6H4CLINLO2 BENZENEy 2-CHLORO-1-N1TRO
1334 OCTANOL 301 2.41 2.41 = (C6H4CLLINLO2 BENZENEy 3-CHLORO-1-N1TRO
1335 OCTANOL 301 2.41 2.41 = C6H4CLINLO2 BENZENEy 4-CHLORO-1-N1TRO
1336 DCTANOL 301 3.38 3.38 = C6H4CL2 M-01CHLOROBENZENE
1337 OCTANOL 301 3.38 3.38 = (C6H4CL2 0-D1CHLOROBENZENE
1338 OCTANOL 301 3.39 3439 = C6H4CL2 P-01CHLOROBENZENE
1339 OLEYL ALCOHOL 124 2.54 3.08 C6H41201 2y 4-0I-1000PHENOL
1340 OCTANOL 283 73 -0.84 =-0.84 = C6H4NINALOD3 SOOLlUM P-N1TROPHENOXIOE
1341 OCTANOL 283 71 -1.31 =-1.31 = C6H4NINALO3 SOO1UM P-N1TROPHENOX1DE (PKA = 7.15)
1342 OCTANOL 10 1.49 1.49 = C6H4N204 M-OINITROBENZENE
1343 OCTANOL 301 1.49 1.49 = C6H4N204 M-OINITROBENZENE
1344 OCTANOL 301 1.58 1.58 = C6H4N204 0-O1N1TROBENZENE
1345 OCTANOL 10 1.46 l.46 = C6H4N204 P-O1N1TROBENZENE
1346 OCTANOL 301 1.49 1.49 = C6H4N204 P-0INITROBENZENE
1347 OCTANOL 218 1.51 1.51 = C6H4N20S 2¢4-01N1TROPHENOL
1348 OCTANOL 302 1.54 1.54 = C6H4N205 2y 4-01N1TROPHENOL
1349 OILS 173 12 1.35 -2.38 A C6H4N20S 24 4-0INITROPHENOL
1350 HEXANE 299 0.55 C6H4N205 2,4-01N1TROPHENOL
1361 OCTANOL 186 1.75 1475 = C6H4N205 2y 5-01N]1TROPHENOL
13€2 OCTANOL 218 1.75 1.75 = C6H4N20S 2, 5-0INITROPHENOL
1353 OCTANOL 186 1.25 1.25 = C6H4N205 2+ 6-01N1TROPHENOL
1354 OCTANOL 218 1.18 1l.18 = C6H4N20S 2, 6-D1NITROPHENOL
1355 DCTANOL 218 2.32 2432 = (C6H4N20S 3, 5-01N]1TROPHENOL
1356 OCTANOL 218 2.36 2.36 = C6H4N20S 3, 5-01N]1TROPHENOL
1357 OCTANOL 218 =0.13 =-0.13 = C6H4N4 1SOPROPENYLAMINE, 141,3-TRICYANO
1358 OCTANOL 206 27 1.95 C6H4N4D2 S5~NITROBENZTRIAZOLE
1359 HEXANE 299 =2.60 C6H4N4D2 5-NITROBENZTR]AZOLE
1360 OCTANOL 238 0.20 0.20 = C6H402 QU INONE
1361 ODlETHYL ETFER 3 =0.49 0.39 B8 C6H402 QU INONE
13¢2 OIETHYL ETFRER 303 -0.51 0.40 B C6H402 QU INONE
1363 CYCLOHEXANE 304 -0.39 C6H402 QU INONE
1364 O0ILS 305 0.27 0.69 B C6H402 QUINONE
1365 OCTANOL 10 2.99 2.99 = (C6HSBR1 BROMOBENZENE
1366 OCTANOL 10 2.63 2.63 = (C6HS5BR101 M-BROMOPHENOL
1367 CYCLOHEXANE 124 -0.52 C6HSBR101 M-BROMOPHENOL
1368 METH. OECANOATE 124 2.12 2.59 C6HS5BR101 M- BROMOPHENOL
1369 OLEYL ALCOHOL 124 2.02 2.57 C6H5BR101 M-BROMOPHENOL
1370 OCTANOL 10 2.35 2.35 = (C6H5BR101 0-BROMOPHENOL
1371 CYCLOHEXANE 124 0.26 C6HSBR101 0-BROMOPHENOL
1372 METH. OECANDATE 124 1.48 1.93 C6HSBR1IO0L 0-BROMOPHENOL
1373 OLEYL ALCOHOL 124 1.36 1.91 C6HSBR101 0-BROMOPHENOL
1374 OCTANOL 10 2.59 2.59 = C6HS5BR101 P—BROMOPHENOL
1375 CYCLOHEXANE 56 -0.09 C6H58R101 P—BROMOPHENOL
1376 OLEYL ALCOHOL 124 2.23 2.77 C6HSBR101 P-BROMOPHENOL
1377 OCTANOL 10 2.84 2.84 = (C6HSCLL CHLOROBENZENE
1378 OCTANOL 217 07 1.91 1.91 = C6HS5CLLIN204S1 3-N1TRO-4-CHLOROBENZENESULFONAM1OE
1379 CHCL3 217 07 0.03 1.21 A C6HSCLLIN204S1 3-NITRO-4-CHLOROBENZENESUL FONAM10E
1380 OCTANOL 10 2.50 2.50 = (C6HS5CL1OL M-CHLOROPHENOL
1381 OCTANOL 301 2.47 2447 = (C6HS5CL1OL M-CHLOROPHENOL
1382 CYCLOHEXANE 124 -0.70 C6H5CL1O0) M-CHLOROPHENOL
1383 METH. DECANOATE 124 1.96 2.43 C6HSCL1OL M-CHLOROPHENOL
1384 DLEYL ALCOHOL 124 1.76 2.31 C6HSCLLO0L M=CHLOROPHENOL
1385 OC TANOL 10 2.15 2.15 = C6HS5CL1O01 0-CHLOROPHENOL
1386 OCTANOL 301 2.19 2.19 = (C6HS5CL1OL 0-CHLOROPHENOL
1387 CYCLOHEXANE 124 0.08 CoeHSCLLOL 0-CHLOROPHENOL
1388 METH. DECANOATE 124 1. 34 1.79 C6H5CL10L 0-CHLOROPHENOL
1389 OLEYL ALCOHOL 124 1.23 1.78 C6HSCL 101 0-CHLOROPHENOL
1390 OCTANOL 10 2.39 2439 = (C6HS5CL10L P-CHLOROPHENOL
1391 OCTANOL 301 2.44 2.44 = (CeHSCL1OL P—CHLOROPHENOL
1392 CYCLOHEXANE 124 -0.70 C6H5CLLOL P-CHLOROPHENOL
1393 CYCLOHEXANE 56 -0.26 C6H5CL101 P—CHLOROPHENOL
1394 METH. DECANOATE 124 2.18 2.65 C6HS5CLLOL P-CHLOROPHENOL
1395 DLEYL ALCOHOL 124 2.02 2.57 C6HSCL10L P-CHLOROPHENOL
1396 OCTANOL 268 2.78 2.78 = C6HSCL2N1 2y 3-D1CHLOROANIL INE
1397 0C TANOL 268 2.69 2.69 = C6HSCL2N1 39 4-01CHLORDANIL INE
1398 OCTANOL 217 o7 l.44 la44 = C(6HS5CL2N102S1 39 4-01 CHLOROBENZENESUL FONAM1DE
1399 CHCL3 217 07 0.52 1.64 A C6HSCL2N102S1 3,4-01CHLOROBENZENESULFONAM]OE

1400 OCTANOL 10 2.27 2.27 C6HSFL FLUOROBENZENE



ﬁartltion Coefficients and Their Uses Chemical Reviews, 1971, Vol. 71, No. 6 569

NO. SOLVENT REF FOOT LOGP LOGP EMPIRICAL NAME
NOTE  SOLV ocr FORMULA

1401 OCTANOL 10 1.93 1.93 = C6HSF101 M-FLUOROPHENOL

1402 CYCLOHEXANE 124 -1.00 C6HSFI01 M- FLUOROPHENOL

1403 CYCLOHEXANE 300 -0.70 C6H5F101 M-FLUOROPHENOL

1404 METH. OECANOATE 124 1.56 2,02 C6HSF101 M=FLUOROPHENOL

1405 OLEYL ALCOHOL 124 1.43 1.98 C6H5F101 M- FLUOROPHENOL

1406 OLEYL ALCOHOL 300 1.73 2.28 C6H5F101 M-FLUOROPHENOL

14C7 OCTANOL 10 1.71 1.71 = C6HS5F101 O-FLUOROPHENOL

1408 CYCLOHEXANE 124 -0.70 C6H5FLO1 0-FLUOROPHENOL

1409 CYCLOHEXANE 300 -0.15 C6HSF101 O-FLUOROPHENOL

1410 METH. OECANDATE 124 1.00 l.41 C6HSFLOL 0-FLUOROPHENOL

1411 OLEYL ALCOHOL 124 0.90 l.46 C6HSF101 0~ FLUOROPHENOL

1412 OLEYL ALCOHOL 300 1.39 1.95 C6HSF101 O-FLUOROPHENOL

1413 OCTANOL 10 1.77 1.77 = C6H5F101 P-FLUOROPHENOL

1414 CYCLOHEXANE 300 -1.00 C6H5F101 P-FLUOROPHENOL

1415 OLEYL ALCOKFOL 124 1.49 2.04 C6HSF101 P-FLUOROPHENOL

1416 OLEYL ALCOHOL 300 1.48 2.03 C6HSF101 P-FLUOROPHENOL

1417 OCTANOL 56 3.25 3.25 = (C6HS!1 10DOBENZENE

1418 OCTANOL 10 2.93 2.93 = C6H5I101 M- 10DOPHENOL

1419 CYCLOHEXANE 124 -0.10 C6H51101 M-1000PHENOL

1420 METH. OECANOATE 124 2.41 2.89 C6HS1101 M-I000PHENOL

1421 OLEYL ALCOHOL 124 2.23 2.77 C6HSI101 M- I000PHENOL

1422 OCTANOL 10 2.65 2.65 = C6HSILOL 0-1000PHENOL

1423 OLEYL ALCOHOL 124 1.79 2434 C6H51101 0-1000PHENOL

1424 OCTANOL 10 2.91 2.91 = C6HSILO1 P-1000PHENOL

1425 CYCLOHEXANE 124 0.00 C6HS51101 P-I000PHENOL

1426 CYCLOHEXANE 56 0.21° C6HSI101 P-1000PHENOL

1427 OLEYL ALCOHOL 124 2.59 3.13 C6HSI101 P-1000PHENOL

1428 OCTANOL 56 26 -1.61 -1.61 = C6H5I101 1000XYBENZENE

1429 OLlETHYL ETHER 306 -1.82 -1.46 A C6H5110351 P—IO00BENZENESULFONIC AClO
1430 ETHYL ACETATE 306 -0.96 ~-1.08 C6HS5110381 P=IODOBENZENESULFONIC ACIO
1431 CLCH2CH2CL 306 -2.52 C6H51103S51 P-1000BENZENESULFONIC ACIO
1432 OCTANOL 56 2.01 2.01 = C6HSN1O01 N1 TROSOBENZENE

1433 OCTANOL 65 1.99 1.99 = C6H5N101 NITROSOBENZENE

1434 DIETHYL ETHER 112 12 -2.05 -0.97 8 C(6HS5N102 2-CARBOXYPYRIOINE/P ICOLINLIC AClO0/
1435 CHCL3 112 12 -1.64 =0.27 A C6HSN102 2-CARBOXYPYRIOINE/PLCOLINIC AC10/
1436 OIETHYL ETHER 112 50 -0.99 0.03 8 C6HSN102 3-CARBOXYPYRIOINE/NICOTINIC ACIO/
1437 CHCL3 112 12 -2.05 -0.65 A Cé6H5N102 3-CARBOXYPYRIOINE/NICOTINIC ACIO/
1438 OCTANOL 10 1.85 1.85 = C6H5NL102 N1TROBENZENE

1439 OCTANOL 301 1.88 1.88 = (C6H5N102 N1TROBENZENE

1440 CYCLOHEXANE 141 l.46 C6HEN10251 2-(B-N1TROVINYL) THIOPHENE
1441 OCTANOL 10 2.00 2.00 = C6H5N103 M-N1TROPHENOL

1442 OCTANOL 301 2.00 2.00 = C6HS5N103 M-NITROPHENOL

1443 O1ETHYL ETHER 3 2.20 2.05 A C6HS5N103 M-NITROPHENOL

1444 OlETHYL ETHER 112 2.18 2.02 A C6HS5N103 M-N1TROPHENOL

1445 CYCLOHEXANE 248 -1.52 C6H5N103 M-N1TROPHENOL

1446 CHCL3 307 0.4l 1.59 A C6HS5N103 M-NITROPHENOL

1447 BENZENE 248 0.38 1.77 A C6H5N103 M-N1TROPHENOL

1448 1-BUTANOL 4 1.79 2.01 C6HSN103 M-NITROPHENOL

1449 CLCH2CH2CL 248 0.93 C6H5N103 M-NITROPHENOL

1450 OCTANOL 10 1.79 1.79 = C6H5N103 0-N1TROPHENOL

1451 OCTANOL 301 1.73 1.73 = C6H5N103 O-NITROPHENOL

1452 O1ETHYL ETHER 3 2.18 2.03 A C6HSNID3 O-N1TROPHENOL

1453 CYCLOHEXANE 308 1.49 C6H5N103 O-N1TROPHENOL

1454 CHCL3 307 2.54 1.97 8 C6HSN103 0-N1TROPHENOL

1455 BENZENE 308 2.33 2.16 8 C6HSN1O3 O-NITROPHENOL

1456 I-BUTANOL 4 1.60 1.75 C6H5N103 O=NITROPHENOL

1457 XYLENE 308 2.30 C6H5N103 O-NITROPHENOL

1458 TOLUENE 308 2.28 3.58 A C6HSNL103 O-N1TROPHENOL

1459 CCL4 308 2.07 C6HSNIO3 O-N1TROPHENOL

1460 CS2 308 2.17 C6H5N103 O-NITROPHENOL

1461 OCTANOL 10 1.91 1.91 = C6H5N103 P-NITROPHENOL

1462 OCTANOL 301 1.91 1.91 = C6H5N103 P-NITROPHENOL

14¢3 OlETHYtL ETKER 3 2.04 1.90 A C6HS5N103 P=N1TROPHENOL

1464 OIETHYL ETHER 112 2.01 1.89 A C6HS5N103 P~-NITROPHENOL

1465 CYCLOHEXANE 308 -1.93 C6H5N103 P=-N1TROPHENOL

1466 CYCLOHEXANE 248 =1.79 C6H5N103 P-NITROPHENOL

1467 CHCL3 307 0.08 1.29 A C6H5N103 P-NITROPHENOL

1468 CHCL3 308 0.27 1.46 A C6HSN103 P-NITROPHENOL

1469 BENZENE 308 0.15 1.56 A C6H5N103 P-NITROPHENOL

1470 BENZENE 248 0.07 1.48 A C6H5N103 P-NITROPHENOL
‘1471  I-BUTANOL 4 1.76 1.97 C6H5N103 P-NITROPHENOL

1472 (CL4 308 =099 C6H5N103 P-NITROPHENOL

1473 (CCL4 234 -1.06 C6H5N103 P=NITROPHENOL

1474 CLCH2CH2CL 248 0.79 C6H5N103 P-NITROPHENOL

1475 HEXANE 308 -2.22 C6HSN103 P—NITROPHENOL

1476 CS2 308 =1.04 C6HSN103 P—-NITROPHENOL

1477 CYCLOHEXANE 141 1.01 C6H5N103 2-(B-NITROVINYL) FURAN
1478 OIETHYL ETHER 112 12 -1.08 -0.82 A C6H5N103 PICOLINIC ACIO,N-OXIOE
1479 CHCL3 112 0.03 1.25 A C6H5N103 P1COLINIC AC104N-OX10E
1480 OCTANOL 186 1.34 1.34 = C6H5N3 BENZOTRIAZOLE

1481 OIETHYL ETHER 112 0.58 " 1.38 B8 C6H5N3 BENZOTRIAZOLE

1482 CHCL3 112 -0.05 0.53 N C6HSN3 BENZOTRIAZOLE

1483 O0CTANOL 10 2.13 2.13 = (C6H6 BENZENE

1484 OCTANOL 309 1.56 1.56 = (6H6 BENZENE

1485 OCTANOL 301 2.15 2.15 = C6H6 BENZENE

1486 OILS 173 2.22 2.28 8 C6H6 BENZENE

1487 N-HEPTANE 310 2.26 Co6H6 BENZENE

1488 BENZENE 311 6 0.10 C6H6BIBR102 PHENYLBORONIC AC1044-BROMO
1489 BENZENE 311 6 -0.09 CeHeB1CL102 PHENYL BORONIC ACIOy4-CHLOROD
1490 BENZENE 311 6 =-0.51 C6H6B1FI02 PHENYL BORONIC AC1044-FLUORO
1491 BENZENE 311 6 -1.09 C6H6B1IN104 PHENYLBORONIC ACIO,3-NITRO
1492 BENZENE 311 6 -0.82 C6H6BINLOS PHENYL BORONIC ACI0s2-NITRO
1493 OCTANOL 312 2.10 2.10 = C6H6BRINI M- BROMOANIL INE

1494 BENZENE 313 2.20 2.07 8 C6H6BRINI M- BROMOANIL INE

1495 OCTANOL 312 2.29 2.29 = C6H6BRINL 0= BROMOANIL INE

1496 OCTANOL 312 2426 2.26 = C6H6BRINI P-BROMOANIL INE

1497 BENZENE 313 2.06 1.98 8 C6H6BRLINL P-BROMOANIL INE

1498 BENZENE 72 2.12 2.09 B8 CO6H6BRINI P—BROMOANIL INE

1499 OCTANOL 217 07 l.36 Ie36 = (6H6BRINLO2S1 P-BROMOBEN ZENE SUL FONAM IOE
1500 CHCL3 217 o7 0.39 0.92 N C6H6BR1INL02S1 P-BROMOBENZENESULFONAM]0E
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NO.

1501
I5C2
1503
15C4
1505
1506
15C7
15C8
15C9
1510
1511
1512
1513
1514
1515
1516
1517
1518
1519
1520
1521
1522
1523
1524
1525
1526
1527
1528
1529
1530
1531
1532
1533
1534
1535
1536
1537
1538
1539
1540
1541
1542
1543
1544
1545
1546
1547
1548
1549
1550
1551
15€2
1553
1554
1555
1556
1557
1558
1559
1560
15€1
1562
1563
1564
1565
1566
1567
1568
1569
1570
1571
1572
1573
1574
1575
1576
1577
1578
1579
1580
1581
1582
1583
1584
1585
1586
1587
1588
1589
1590
1591
1592
1593
1594
1595
1596
1597
1598
1599
1600

SOL VENT

OCTANOL
OCTANOL
CYCLOHEXANE
BENZENE
BENZENE
CCLe
N-HEPTANE
HEXAOECANE
OCTANOL
OCTANOL
CYCLOHEXANE
BENZENE
BENZENE
CCL4
N-HEPTANE
HEXANE
OCTANE
HEXADEC ANE
OECANE
DCTANOL
CYCLOHEXANE
BENZENE
BENZENE
BENZENE
BENZENE
CCL4
O1-PENTYL ETHER
N-HEPTANE
N-FEPTANE
N-HEPTANE
PARAFFINS
HEXAOECANE
OCTANOL
CHCL3
OCTANOL
CHCL3
OCTANOL
CHCL3
HEXANE
O0CTANOL
OCTANOL
OCTANOL
OCTANOL
OCTANOL
OCTANOL
OCTANOL
O1ETHYL ETFER
CHCL3

CHCL3
OCTANOL
OCTANOL
O1ETHYL ETRER
CYCLOHEXANE
CYCLOHEXANE
CHCL3

CHCL3
BENZENE
BENZENE
BENZENE
TOLUENE
CCL4

CCL4
N-HEPTANE
N-HEPTANE
N-HEPTANE
OCTANE

cs2

OCTANOL
OCTANOL
OCTANOL
O1ETHYL ETHER
CYCLOHEXANE
CYCLOHEXANE
CHCL3
BENZENE
BENZENE
TOLUENE
CCL4

CCL4
N-HEPTANE
N-HEPTANE
HEXANE
OLEYL ALCOHOL
Ccs2

OCTYANOL
OIETHYL ETHER
CYCLOHEXANE
CYCLOHEXANE
CHCL3

CHCL3
BENZENE
BENZENE
BENZENE
TOLUENE
CCL4

CCL4
N-HEPTANE
N-HEPTANE
N-HEPTANE
OCTANE

REF FOOT
NOTE

10
301
314
313
318
314
314
314
268
301
314
314
318
314
314
314
314
314
314
301
314
314
313

72
315
314
315

75
314
315
316
314
217
217
217
217
217
217
317
312

10
312

10
312
312
312
112
112
318

10
301
112
319
314
112
254
319
314

72
319
319
314
319
254
314
314
319
312
186
301
112
319
314
112
319

T2
319
319
314
319
318
319

82
319

10
112
319
314
112
254
319
314

72
319
319
314
319
254
314
314

o7
o7
o7
o7
o7
o7

12

50

LOGP
SOLV

1.88
1.90
0.89
1.93
1.94
1.37
0.71
0.64
1.90
1.92
1.25
2.13
2.08
1.73
1.12
1.11
1.03
1.07
1.12
1.83
Q.69
1.82
1.81
1.91
1.80
1.31
0.64
Q.63
0.57
Q.64
0.50
0.56
1.29
0.26
0.74
0,46
0.84
0.14
3.24
1.30
1.30
1.26
1.15
2.98
3.34
3.34
-1.72
-1.37
-1.22
1.37
1.37
1.71
-0.42
-0.42
1.61
1.59
1.31
1.30
1.36
1.19
0.45
0.43
-0.57
-0.62
-0.56
-0.61
0.52
l.44
1.83
1.79
1.95
0.36
-0.70
2.13
1.78
1.81
l.64
1.08
1.08
0.25
0.25
0.21
1.15
.14
1.39
1.48
-1.00
-1.00
1.23
1.30
0.92
0.93
0.95
0.78
-0.13
-0.14
~lel4
-0.89
-1.13
-1.25

LOGP
ocr

1.29
0.89
0.74
0.96
0.84
0.69

1.30
1.30
1.26
1.15
2.98
3.34
3.34

-0.61

-1.40

-1.27
1.37
1.37
1.61

1.13
1.12
l.46
1.45
1.49
1.49
1.39

l.44
1.83
1.79
1.83

1.60
1.79
1.81
l.84
2.25

1.71

1.39
l.41

0.78
0.89
1.19
1.19
1.21
I.19
0.61

ZOoOPOPRO® D b T == U T BT ] ZBzZuz XN

>0 uwn

Zoooo

ZOODDPD @

EMPIRICAL
FORMULA

C6H6CLINL
CoOH6CLINL
C6H6CLINIL
COHOCLINL
C6H6CLINL
C6HO6CLINL
C6H6CLINI
C6H6CLINL
C6HO6CLINL
CO6H6CLINI
C6H6CLINL
C6H6CL1INL
C6H6CLINL
C6HO6CLINI
CoH6CLINL
C6H6CLINL
C6H6CLINL
C6HO6CLINL
C6H6CLINL
Co6H6CL 1IN
C6H6CLINL
CO6H6CLINL
C6H6CLINL
C6HO6CLINL
C6H6CLINL
C6H6CLINI
C6H6CLINL
C6H6CLINI
C6H6CLINL
C6HO6CLINL
CoHOCLINL
C6H6CLINL
C6H6CL1IN1O2S]
C6H6CLINLOD2ST
C6H6CL1INLO2S1
CoH6CLINLO2S1
C6H6CLINLO251
C6H6CLINLO2S1
CoHOCLS
C6H6F1INL
C6H6FLINL
C6H6FLN]
C6H6F1INL
C6H6 11N
C6H6ILNL
C6H611N1
C6HON201
C6HO6N201
C6H6N201
C6H6N202
C6H6N202
C6H6N202
C6H6N202
C6H6N202
C6H6N202
C6H6N202
C6H6N202
C6H6N202
C6HO6N202
Co6HON202
C6H6N202
C6HON202
C6H6N202
C6H6N202
C6HON202
C6H6N202
C6HO6N202
C6H6N202
C6H6N202
C6H6N202
C6H6N202
C6H6N202
C6H6N202
C6H6N202
C6H6N202
C6H6N202
C6HO6N202
C6H6N202
C6H6N202
C6H6N202
C6HON202
C6H6N202
C6H6N202
C6H6N202
C6H6N202
C6H6N202
C6HON202
C6H6N202
C6H6N202
C6H6N202
C6H6N202
C6H6N202
C6HO6N202
C6HO6N202
Co6HON202
C6H6N202
C6HON202
C6HON202
C6H6N202
C6H6N202

NAME

M-CHLOROANIL INE
M-CHLOROANIL INE
M-CHLOROANIL INE
M-CHLOROANIL INE
M-CHLORDANIL INE
M—-CHLOROANIL INE
M-CHLOROANIL INE
M-CHLOROANIL INE
O-CHLOROANIL INE
O-CHLOROANILINE
O-CHLOROANIL INE
0-CHLORODANIL INE
0-CHLOROANIL INE
O0-CHLOROANIL INE
0-CHLOROANLL INE
O0-CHLOROANIL INE
0-CHLOROANIL INE
0-CHLOROANIL INE
0-CHLOROANIL INE
P-CHLOROANIL INE
P-CHLOROANIL INE
P—CHLORODANIL INE
P—CHLOROANILINE
P-CHLORDANIL INE
P-CHLOROANIL INE
P-CHLOROANILINE
P-CHLOROANIL INE
P-CHLOROANIL INE
P=CHLORDANILINE
P=CHLOROANIL INE
P-CHLOROANILINE
P-CHLOROANIL INE

M-CHLOROBENZENESUL FONAM10E
M-CHLOROBENZENESUL FONAM10E
0-CHLOROBENZENESULFONAMIOE
0-CHLOROBENZENESUL FONAMIOE
P=CHLOROBENZENESUL FONAMIOE
P-CHLOROBENZENESULFONAMIOE
192939495y 6-HEXACHLOROCYCLOHEXANE /{ INOANE/

M-FLUOROANIL INE
M=-FLUOROANIL INE
O0-FLUOROANIL INE
P-FLUORDANIL INE
M-IO00ANILINE
O-1000ANIL INE
P-IOO0ANILINE

NICOTINAMIDE/3-CARBAMYLP YR 10 INE/
N1COTINAMIOE/3-CARBAMYLPYRIOINE/

I-NICOT INAMIOE
M-NITROANIL INE
M-NITROANIL INE
M-N1TROANIL INE
M-NI1TROANIL INE
M-N1TROANIL INE
M-NITROANIL INE
M-NITROANIL INE
M-NITROANIL INE
M-N1TROANIL INE
M-NITROANIL INE
M-NITROANIL INE
M-NITROANILINE
M-NITROANIL INE
M-NITROANILINE
M-N1TROANILINE
M-N1TROANILINE
M-NITROANILINE
M-NITROANIL INE
O-NITROANILINE
O-NITROANILINE
O-NITROANIL INE
O-N1TROANIL INE
O-NITROANIL INE
O-NITROANILINE
O-NITROANIL INE
O-N1TROANIL INE
O-NITROANILINE
O-NITROANIL INE
O-NITROANIL INE
O-NITROANIL INE
O-NITROANIL INE
O-NITROANIL INE
O-NITROANIL INE
0-NITROANIL INE
O-NITROANIL INE
P-NITROANILINE
P—NITROANIL INE
P-NITROANIL INE
P-N]1TROANIL INE
P—NITROANIL INE
P-NITROANIL INE
P-NITROANILINE
P-NITROANILINE
P-NITROANILINE
P—NITROANIL INE
P—N1TROANIL INE
P-NITROANIL INE
P-NITROANIL INE
P-N1TROANIL INE
P-NITROANIL INE
P-NITROANIL INE
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NO.

1601
1602
1603
1604
1605
1606
16C7
1608
1609
1610
1611
1612
1613
1614
1615
1616
1617
1618
1619
1620
1621
1622
1623
1624
1625
1626
le27
1628
1629
1630
1631
1632
1633
1634
1635
1636
1637
1638
1639
1640
1641
1642
1643
1644
1645
1646
1647
1648
1649
1650
1651
1652
1653
1654
1655
1656
1657
1658
1659
1660
1661
16€2
16¢€3
1664
1665
1666
1667
1668
1669
1670
1671
1672
1673
1674
1675
1676
1677
1678
1679
1680
1681
1682
1683
1684
1685
1686
1687
1688

1689
1690

1691

1692

1663
1694
1655
1696

1657
1698

1699
1700

SOLVENT

€s2

€s2

OIETHYL ETHER
CHCL3

ETHYL ACETATE
CCLa

N-BUTYL ACETATE
OCTANOL

CHCL3

0C TANOL

CHCL3

OCTANOL

CHCL3

OIETHYL ETHER
CHCL3

CHCL3

OCTANOL
QCTANOL
OIETHYL ETHER
OIETHYL ETEER
CYCLOHEXANE
CYCLOHEXANE
CYCLOHEXANE
CYCLOHEXANE
CYCLOHEXANE
CYCLOHE XANE
CHCL3

CHCL3

CHCL3

CHCL3

01LS

OILS

OILS

OIS

BENZENE
BENZENE
BENZENE
BENZENE
BENZENE
BENZENE
BENZENE
XYLENE

XYLENE
TOLUENE

TOL UENE

TOL UENE
N1TROBENZENE
N1TROBENZENE
PRIM. PENTANOLS
PRIM. PENTANOLS
N-BUTYL ACETATE
CCL4

CCL4

CCL4

METH. OECANDATE
DI-1-PR. ETHER
N-HEPTANE
N-HEPTANE
HEXANE

HEXANGL

OLEYL ALCOHOL
OLEYL ALCOHOL
cs2

PARAFF INS
BROMOFORM
OCYANOL
OCTANOL
O1ETHYL ETFER
OIETHYL ETFER
BENZENE
N-BUTYL ACETATE
TLCH2CH2CL
OCTANOL
OCTANOL
O1ETHYL ETFER
O1ETHYL ETHER
D1 ETHYL ETHER
BENZENE
CLCH2CH2CL
DI-8UTYL ETHER
01-1-PR. ETHER
OCTANOL
OCTANOL
OIETHYL ETHER
DI1ETHYL ETEER
D1ETHYL ETHER
OlETHYL ETKHER
OILS

BENZENE
CLCR2CH2CL
D1-1-PR. ETHER
CHCL3

BENZENE

ETHYL ACETATE
OlETHYL ETHER
OLETHYL ETFER
OlETHYL ETFER
OlETHYL ETHER
D1ETHYL ETFER
OlETHYL ETFER

REF

319
314
320
321
321
320
320
217
217
217
217
217
217
112
112
322
10
301
3
323
124
132
324
325
56
300
243
324
326
254
324
173
224
327
35
324
328
329
330
219
248
324
42
324
328
42
324
328
182
324

331

324
328
329
124
331
310
254
324
331
124
300
248
327

10
301

248
248
331
248

301

332
323
248
248
332
332
302
301

333
334
248
308
248
248
335
336
336
336

248
248

FOOT
NOTE

45

45

45

45

45

45

45

45

12

12

12

12

LOGP
soLv

0.05
0.05
1.80
2.15
2.45
3.36
2.23
0.55
-0.36
0.34
0.14
0.64
-0.60
-0.05
-0.41
-0.33
l.46
I.48
1.64
1.58

~1.00

-0.72
-0.93
-0.77
-0.81
-1.00
0.00
0.34
0.37
0. 36
0.81
0.78
0.60
0.75
0.36
0434
0.41
0.40
0.37
0.32
0.42
0.13
0.18
0.22
0.32
0.23
0.95
0.87
1.21
1.50
1.58
=0.42
-0.50
-0.36
1.21
1.12
-0.92
-0.82
-0.96
1.46
1.23
1.19
=0.26
-0.85
0.18
0.80
0.77
0.62
0.67
-2.11
0.32
-1.50
0.88
1.01
1.04
Q.86
0.89
-1.19
-0.63
0.11
0.62
0.59
0.50
0.46
0.36
0.37
0.38
-0.83
-2.16
-1.61
-0.13
-0.22
=0.24
0.13
0.23
0.09
-0.35
-0.35
=2.70
-0.30

LOoGP
ocT

1.70
2464
2458

2406
0.55
0.85
0.34
0.69
0.64
0.65
0.07
-0.58
-0.39
l.46
1.48
I.55
1.50

1.22
1.54
1.55
1.49
1.93
I.96
1.76
1.87
1.76
1.70
1.77
1.76
1.73
1.69
1.81
I.93
1.97
1.77
1.86
1.75
1.66
1.60
1.14
I.55
1.58
1.55
1.40
1.55
1. 65

0.80
0.77
0.67
0.70

0.57

0.88
I.0I
1.03
0.87
0.90
0.21

1.27
0.59
0.50
0.51
Q.44
Q.45
Q.44
-0.48

0.39
0.40
1.04
0.12
0.32
0.19
-0.19
-0.19
-2.25
-0.15

P HOPEDPAZADP>N

PP DDPD D
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EMPIRICAL
FORMUL A

C6H6N202
C6HO6N202
CoH6N202
C6H6N202
C6H6N202
C6H6N202
C6HEN202
CO6H6N204S1
C6H6N204S1
CO6H6N204SI
C6HON204S1
C6H6N204S1
C6H6N204S1
C6H6N2S1
C6HO6N2S
C6HO6N4S]
C6H601
C6H601
C6H601
Cé6H601
C6H601
C6HO0L
C6H601
C6H601
C6H601
C6H60I
C6H601
C6H601
C6H601
CoH6O01
C6H601
C6H601
C6H601
C6H601
C6H601
C6H601
Cé6H601
C6H601
C6H601
C6H601
C6H601
C6H601
C6H601
C6H601
C6H601
C6H601
C6H601
C6H601
C6H601
C6H601
C6H601
C6H601
C6H601
C6H601
C6H601
C6H601
C6H601
[o1-1, 1-Y0 )8
C6H601
C6H601
C6H601
C6H601
C6H601
CO6H601
C6H601
C6H602
C6H602
C6H602
C6H602
CO6H602
C6H602
C6H602
CO6H602
C6H602
C6H6D2
C6H602
C6H602
C6H602
C6H602
C6H602
CO6H602
C6H602
C6H602
C6H602
C6H602
C6H602
C6H602
C6H602
C6H602
C6H602
C6H602
CO6H603
C6H603
C6H603
C6H603
C6H603
C6H603
C6H603
C6H60351
C6H606

NAME

P-NITROANIL INE

P-NITROANIL INE
N-NITROSOPHENYLHYOROXYL AMINE
N-NITROSOPHENYLHYOROXYL AMINE
N-NITROSOPHENYLHYOROXYL AMINE
N-NITROSOPHENYLHYOROXYL AMINE
N-NITROSOPHENYLHYOROXYL AMINE
M-NITROBENZENESULFONAM IOE
M-NITROBENZENESULFONAM IOE
O-NITROBENZENESULFONAMIOE
0-NITROBENZENE SULFONAMIOE
P-NITROBENZENESULFONAMIOE
P-NITROBENZENESULFONAMIOE
PYRIOLNE,4-THIOCARBAMYL 7 1-NICOTINTHIOAMIOE /
PYRIOINE,4-THIOCARBAMYL/I-NICOTINTHIOAMIOE /
METHYLTHIOPURINE

PHENOL

PHENOL

PHENOL

PHENOL

PHENOL

PHENOL

PHENOL

PHENOL

PHENOL

PHENOL

PHENOL

PHENOL

PHENOL

PHENOL

PHENOL

PHENOL

PHENOL

PHENOL

PHENOL

PHENOL

PHENOL

PHENOL

PHENOL

PHENOL

PHENOL

PHENDOL

PHENOL

PHENOL

PHENOL

PHENOL

PHENOL

PHENOL

PHENOL

PHENOL

PHENOL

PHENOL

PHENOL

PHENOL

PHENOL

PHENOL

PHENOL

PHENOL

PHENOL

PHENOL

PHENOL

PHENOL

PHENOL

PHENOL

PHENOL
M-O1HYDROXYBENZENE/RESORC LNOL/
M-01HYOROXYBENZENE/RESORCINOL/
M-O1HYOROXYBENZENE /RESORCLNOL/
M=-01HYOROXYBENZENE/RESORCLINOL/
M-0IHY DROXYBENZENE/RESORCINOL/
M-01HYOROXYBENZENE /RESORC INOL/
M-01HYOROXYBEN ZENE /RESORCLNOL/
0-01HYOROXYBENZENE/CATECHOL/
0-DIHYOROXYBENZENE/CATECHOL /
0-01HY OROXYBENZENE/CATECHOL/
0-01HYOROXYBENZENE /CATECHOL /
0-O1HYOROXYBENZENE/CATECHOL/
0-D1HYCROXYBENZENE/CATECHOL /
0-01HYDROXYBENZENE/CATECHOL /
0-D1HYOROXYBENZENE /CATECHOL/
0-01HYDROXYBENZENE /CATECHOL/
P-OIHYOROXYBENZENE /HYOROQUINONE/
P-0IHYOROXYBENZENE/HYOROQULNONE/
P-OIHYOROXYBENZENE /HYOROQUINONE/
P=0LHYOROXY BENZ ENE/HYOROQU1NONE /
P-01HYOROXYBENZENE /HYOROQUINONE/
P-01HYOROXYBENZENE/HYOROQUINONE/
P-01HYOROXYBENZENE /HYOROQUINONE/
P-01HY OROXYBENZENE /HYDROQU INONE /
P-OIHYOROXYBENZENE/HYOROQUINONE/
P-DIHYOROXYBENZENE /HYOROQUINONE/
2-FURALOEHYOE, HYDROXYMETHYL
2-FURAL OEHYDE » HYOROXYMETHYL
2-FURALOEHYDE, 5-HYDROXYMETHYL

1y 293=-TRIHYDROXYBENZENE/PYROGALL OL /
12, 3-TRIHYDROXYBENZENE/PYROGALLOL /
1+395-TRIHYOROXYBENZENE/PHLOROGL UC INOL /
I53,5-TRIHYDROXYBENZENE/PHLOROGL UC INOL/
BENZENESULFONIC AC10

ACONIT1C AC1D
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NO.

1701
1702
1703
1704
17C5
1706
17¢7
1708
1709
1710
1711
1712
1713
1714
1715
1716
1717
1718
1719
1720
1721
1722
1723
1724
1725
1726
1727
1728
1729
1730
1731
1732
1733
1734
1735
1736
1737
1738
1739
1740
1741
1742
1743
1744
1745
1746
1747
1748
1749
1750
1751
1752
1753
1754
1755
1756
1757
1758
1759
1760
1761
17¢2
1763
1764
1765
1766
1767
1768
1769
1770
1771
1772
1773
1774
1775
1776
1777
1778
1779
1780
1781
1782
1783
1784
1785
1786
1787
1788
1789
1790
1791
1792
1793
1794
1765
1796
1767
1798
1799
1800

SOLVENT

OIETHYL ETHER
I-BUTANOL

ME-I-BUT.KETONE

OCTANOL
OCTANOL
BENZENE
BENZENE
BENZENE
BENZENE

0OC TANOL
OCTANOL
OIETHYL ETHER
CYCLOHEXANE
CHCL3

CHCL3
BENZENE
BENZENE
XYLENE
TOLUENE
CCL4
CLCH2CH2CL
N-HEPTANE
N-HEPTANE
N-HEPTANE
N-HEPTANE
PARAFFINS
CHCL3

CHCL3

CHCL3
OCTANOL
OCTANOL
OCTANOL
OCTANOL
OIETHYL ETFER
CYCLOHEXANE
BENZENE
BENZENE
cCL4
CLCH2CH2CL
N-HEPTANE
HEXAOECANE
OCTANOL
OCTANOL
CYCLOHEXANE
BENZENE
CCL4
N-HEPTANE
OCTANOL
CYCLOHEXANE
BENZENE
cCL4
N-HEPTANE
OCTANOL
OCTANOL
O1ETHYL ETFER
CHCL3

CHCL3
OIETHYL ETHER
CHCL3

OC TANOL
CHCL3

CHCL3
OCTANOL
BENZENE
BENZENE
OCTANOL
OCTANOL
CYCLOHEXANE
BENZENE
BENZENE
BENZENE
BENZENE
CCL4
N-FEPTANE
OCTANOL
OlETHYL ETFER
CYCLOHEXANE
CYCLOHEXANE
BENZENE
BENZENE
BENZENE
BENZENE
CCLs
CLCF2CH2CL
N-HEPTANE
CYCLOHEXANE
BENZENE
BENZENE
CCLs
N-HEPTANE
OC TANOL

OC TANDL
OCTANOL
OCTANDL
OlETHYL ETHER
DI ETHYL ETEER
CHCL3

CHCL3

CHCL3

CHCL3

REF FOOT

207
4
195
235
255
311
3n
311
311
10
301
329
337
254
338
338
72
46
339
329
248
310
254
338
340
316
280
280
280
276
276
10
301
248
314
314
248
314
248
314
314
56
301
314
314
314
314
301
314
314
314
314
217
10
113
113
217
113
113
276
322
322
276
311
311

248

217
186
342
113
343
113
344
254

NOTE

L= - - -

12

44

o7

o7
16
16

- -

43

60
32

44

LGoGP
SoLv

=0.62
0.49
-0.26
2.52
1.58
-0.80
-2.92
-2.78
-2.65
0.90
0.98
0.85
0.02
le42
1.23
-0.05
1.00
0.18
0.89
0.25
1445
-0.03
0.04
-0.26
0.04
-0.12
1.79
1.89
1.88
1.20
1.22
0417
0.15
0.11
-3.24
-1.36
-1.32
-2.39
-0.58
-3.37
-3.37
0.62
0.52
-2.37
-0.84
-1.75
=2.51
0.04
=3.44
-1.65
=2464
-3.55
0.31
0.31
0.30
-0.24
-0.24
0.82
-0.82
-0.50
-1.05
-0.95
1.39
-2.32
-2.61
1.02
0.62
-2.44
-0.79
-0.77
-0.75
-0.75
=2449
=-2.60
0.15
-0.06
-1.65
-1.31
-0.28
-0.26
-0.26
=0.26
-0.81
Q.44
-1.79
-2.81
-1.17
-1.17
-1.78
=3.00
1.25
-0.10
-0.83
-0.72
-0.72
-0.85
-1.40
=1.63
-1.85
-1.52

OGP
ocy

-0.42
0.18
-0.24
2.52
1.58

0.90
0.98
0.87

0.98
0.82

1.24
0.75
1.30
l.11

1.20
1.22
0.17
0.15
0.22

0.04
0.08
-0.19

0.62
0.52

0.55
0.37

0.04

-0.24
-0.39

0.31

0.00
0.02
0.03
0.03

0.15
0.08

0.35
0.37
0.37
0.37

-0.26
=0.26

1.25
-0.10
-0.83
-0.72
-0.52
-0.63
-0.70
-0.92
-1.07
-0.79
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EMPIRICAL
FORMULA

C6H606
C6H606
C6HO 06
C6H6S1
C6HT7B102
C6H7B102
C6HTBIO03
C6HT78103
CoHTB2N106
C6HTNL
C6HTNL
C6HTNL
C6HTNL
C6HTNL
C6HTNL
C6HTNL
C6HTNL
C6HTNL
C6HTN1
C6HTNL
C6HTNL
C6HTNIL
C6HTNL
CoHTNL
C6HTNL
C6HTNL
C6HTNL
C6HTNL
C6HTNL
C6HTN1
C6HTNL
C6HTN1O01
C6HTN1O1
C6HTN1O1
C6HTNLOL
C6HTNIOL
C6HTNIOL
C6HTN101
C6HTNLOL
C6HTNLOL
C6HTNLOL
C6HT7N1O1
C6HTN1O1
C6HTN1OL
C6HTN101
C6HTNLOL
C6HTN101
C6HTN1O1
C6HTN1O1
C6HTN1O1L
C6HTN101
C6HTNLOL
C6HTNLO2S1
C6HTN1L0251
C6HTNLO251
C6HTNLOD2S1
C6HTN10251
C6HTNL10351
C6HTNLO3S1
C6HTN301
C6HTNS
CO6HTNSS 1
C6HTOL
C6HBB1IN102
C6HBB204
C6HBN1
C6HBN2
C6HBN2
C6HBN2
C6HBN2
C6HBN2
C6HBN2
C6HBN2
C6HBN2
C6HBN2
C6HBN2
C6HBN2
C6HBN2
C6HBN2
C6HBN2
C6HBN2
C6HBN2
C6HBN2
C6HBN2
C6HBN2
C6HBN2
C6HBN2
C6HBN2
C6HBN2
C6HBN2
C6HBN2
C6HBN2
C6HBN202S1
C6HBN202S1
C6HBN202S1
C6HBN2D2S1
C6HBN202S1
C6HBN202S1
C6HBN202S1
C6HBN202S1

NAME

ACONITIC AClO
ACONITIC ACIO
ACONIT IC ACIO
THIOPHENOL
PHENYLBORONIC AC10
PHENYLBORONIC AC10

PHENYL BORONIC ACIOy4-HYOROXY
PHENYLBORONIC AC I0y3-HYOROXY
PHENYLy 1y 4-0IBORONIC ACIOss2-NITRO

AN IL INE
ANILINE
AN IL INE
ANILINE
ANILINE
ANIL INE
ANILINE
ANILINE
ANILINE
ANILINE
ANILINE
ANIL INE
ANIL INE
ANLLINE
ANIL INE
AN ILINE
AN ILINE

2-METHYL PYRIOINE/2-P1COLINE/
3-METHYL PYRIOINE/3-P1COLINE/
4—METHYL PYRIOINE/4-P1COLINE/

3-METHYLPYRIOINE /PKA

5.68/

4—METHYLPYRIOINE /PKA = 6.02/

M-AM1NOPHENOL
M- AMINOPHENOL
M- AMINOPHENOL
M-AMINOPHENOL
M- AMINOPHENOL
M- AMINOPHENOL
M- AMINOPHENOL
M-AMINOPHENOL
M- AMINOPHENOL
M—AMINOPHENOL
O-AMINOPHENOL
O-AMINOPHENOL
O-AMINOPHENOL
0-AMINOPHENOL
O-AMINOPHENOL
O- AMINOPHENOL
P—AMINOPHENOL
P-AMINOPHENOL
P—AMINOPHENOL
P—AM1INOPHENOL
P-AM INOPHENOL
BENZENESUL FONAM10E
BENZENESULFONAM]IOE
BENZENESUL FONAMIOE
BENZENESULFONAMIOE
BENZENESULFONAM10E

N-HYOROXYBENZ ENESULFONAMIOE
N-HYOROXYBENZENESULFONAMI0E

4-CARBAMYLAMINOPYR I0INE

6-METHYLAMINOPURINE

2-AMINO-6-METHYLTH10PURINE
2-METHOXYPYRIOINE /PKA = 3.28/

PHENYL BORON1C AC1043-AMINO

PHENYL, 1,4-01BORON1C ACI1O

2- AMINO-5-METHYLPYRIOINE /PKA = T.22/

49 6~01METHYLPYRIM]DINE

M-PHENYLENEO1AMINE
M-PHENYL ENEOLAM INE
M=PHENYLENEO1AMINE
M-PHENYLENED1AMINE
M-PHENYLENED1AMINE
M-PHENYLENEOULAMINE
M—PHENYLENED1AMINE
O-PHENYLENED1AMINE
O-PHENYLENEOLAMINE
O-PHENYLENED1AMINE
O-PHENYLENEO1AMINE
O-PHENYL ENEOLAMINE
O-PHENYLENEDIAMINE
O-PHENYLENEOTAMINE
O-PHENYLENEDI1AMINE
O-PHENYLENED 1AMINE
O-PHENYLENEDIAMINE
O-PHENYLENEUIAMINE
P—PHENYL ENED 1AM INE
P-PHENYLENEOLAMINE
P-PHENYL ENED IAMINE
P-PHENYLENEO 1AM INE
P-PHENYLENED 1AM INE
PHENYLHYORAZINE

3-PYR1IOYLMETHYL AMINE

SULFANILAMIDE
SULFANILAMIDE
SULFAN ILAMIDE
SULFANIL AM1DE
SULFANILAMIOE
SULFANILAM1OE
SULFANILAMIOE
SULFANILAMIDE
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NO.

1801
1802
1803
1804
1805
1806
18C7
1808
1809
1810
1811
1812
1813
1814
1815
1816
1817
1818
1819
1820
1821
1822
1823
1824
1825
1826
1827
1828
1829
1830
1831
1832
1833
1834
1835
1836
1837
1838
1839
1840
1841
1842
1843
1844
1845
1846
1847
1848
1849
1850
1851
I8s2
1853
1854
1855
1856
1857
1858
1859
1860
1861
1862
18¢3
1864
1865
1866
1867
1868
1869
1870
‘1871
1872
1873
1874
1875
1876
1877
1878
1879
1880
1881
1882
1883
1884
ises
1886
1887
1888
1889
1890
T8l
1892
893
1894
1895
1896
1897
1898
1899
1900

SOLVENT

CHCL3

BENZENE
1-BUTANOL
1-PENT. ACETATE
CCL4

olLs

oILS

oLLS

OCTANOL

DILS
ME-1-BUT.KETONE
S-PENTANOL §
OlETHYL ETFER
OIETHYL ETFER
ME-I-BUT.KETONE
OL EYL ALCOFOL
1-8UTANOL
OCTANOL

O1lETHYL ETHER
D1ETHYL ETFER
OlETHYL ETHER
1-BUTANOL
1-BUTANOL

PRIM. PENTANOLS
CYCLOHEXANCNE
2-BUTANONE
ME-1-BUT.KETONE
S—PENTANOLS
OCTANOL

01LS

SEC-BUT ANOL
OCTANE

OCTANOL

CHCL3

OCTANOL

OCTANOL

OCTANOL

OCTANOL

OCTANOL

o1LS

0CTANOL
SOZETHER+50I0OMF
CCL4

CHCL3

OlETHYL ETHER
o1LsS
OIS
OCTANOL
OCTANOL
OJETHYL
DI1ETHYL ETFER
D1ETHYL ETHER
N-BUTANOL
1-BUTANOL

ETHYL ACETATE
CYCLOHEXANONE
2-BUTANONE
ME-I-BUT.KETONE
ME-1-BUT.KETONE
S—-PENTANOL $
O1ETHYL ETEER
1-BUTANOL

0lLS

OILS

olLs

olLs

OILS

o1Ls

olLs

OILS

0ILS

OILS

0lLs

o1LsS

01tLs

I-0CTANOL

OC TANOL

ETFER

- OCTANOL

CYCLOHEXANE
CHCL3

ETHYL ACETATE
OC TANOL
OCTANOL
I-0CTANOL
OILS

0C TANOL
OCTANOL
OCTANOL

OILS

OILS

0Its -
OIETHYL ETHER
I-BUTANOL
OCTANOL
OCTANOL
OCTANOL
OC TANOL
OIETHYL
OIETHYL
OIETHYL

ETHER
ETHER
ETHER

REF FOOT

217
343
130
343
343
345
240
240
346
347
195
195

3
207
195

195
195
348
284

256

56
265
206
134
134
349

65
258
255
125
350
285

173
255

192
351
194
194

194
194
194
194
195
195

352
264
264
296
352

NOTE

32
2
12
2
2

19

LOGP
SoLv

-1.69
-2.05
-0.96
-0.44
-2.52
-1.18
l.61
2.69
0.58
0.49
1.10
-0.30
-1.22
-1.30
-1.00
-1.52
0.01
-1.72
=2.006
-2.18
-2.19
-0.53
-0.62
-0.76
-0.67
-0.48
-1l.62
-1l.16
-0.70
0.19
-1.68
-1.26
2.45
-0.94
3.75
1.22
0. 46
=0.24
0.81
0.30
1.02
0.40
l.42
1.75
-0.35
-1.09
0.04
-0.13
0.08
-0.29
-0.29
=0.24
0. 44
0.55
0.08
0.49
0.30
-0.08
-0.11
0.48
0.30
0.43
0.30
0.28
0.12
0.15
=0.36
-0.19
-0.45
-0.54
-0.07
0.23
-0.04
=0.11
0.02
=2.60
-0.19
1.09
-0.10
-1.60
-0.84
0.75
-2.17
-2.59
0.42
0.29
024
0.04
-0.31
=0.16
-3.68
-3.58
-1.17
1.23
1.38
1.88
1.92
1.88
1.97
1.95

LOGP
ocr

-0.97
=0.64
-1.85
-0.67
-0.29

0.16

1.94

2.94

0.58

1.70

0.96
-0.65
-0.95
-1.03
-0.93
-0.94
=0.49
-1.72
-1.69
-1.80
-1.79
-1.25
-1.38
-1.27
-l.47
-1.63
-1.51
-1.63
-0.70

0.95
-2.86

2.45
-0.28
3.75
1.22
Q.46
-0.24
0.81
0. 69
1.02
1.80
l.24
2.81
-0.19
0.17
1.23
-0.13
0.08
-0.14
-0.14
-0.09
0.09
0.27
0.05

-0.06
-0.82
=0.16
0.24
0.38
0.10
l.46
le 44
1.30
1.37
0.87
1.01
0.78
0.70
1.13
1.39
1.16
1.09
1.21

-0.19
1.09

-0.96
0.75
=2.17

1.57
0.29
0.24
0.04
0. 91
l.04
-2.13
-2.34
-2.15
1.23
1.38
l1.88
1.92
1.76
1.84
1.84
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EMP1RICAL
FORMULA

C6HBN20251
C6HBN202S1
C6HBN20251
C6HBN202S51
C6HBN202S1
C6HBN203
C6HBN208
C6HBN6O18B
C6HBOL
C6HBO2
C6HBO2
C6HBOG
C6HBO6
C6HBOG
C6HBOG6
C6HBOG6
Cé6HBO6
C6HBO7
C6HBO7
C6HBO7
C6HBO7
C6HBO7
C6HBO7
C6HBOT
C6HBO7
C6HBO7
c6HBO7
C6HBO7
C6HINLOD2
C6HON301
C6HIN302
C6HON302
CeHLO
C6H10N202
C6H10N20683
C6H10N4O1S1
C6H10N4O1S1
C6H1O0N601
C6HIOO1
C6H1001
C6H1001
C6H1001
C6H1001
C6H1002
C6H1002
C6H1002
C6H1003
C6H1003
C6H1004
C6H1004
C6H1004
C6H1004
C6H1004
C6H1004
C6H1004
C6H1004
C6H1004
C6H1004
C6H1004
C6H1004
C6H1004
C6H1004
C6H11BRIN202
C6H11BR1IN202
C6H11B8R1N202
C6HL1B8RIN202
C6H118R1IN202
C6HL1BR1IN202
C6HL1BRIN202
C6H11BR1IN202
C6H11B8R1N202
C6H11BR1IN202
C6H118R1IN202
C6H11CLIN202
C6H11I1N202
C6H11K102
C6H11N101
C6H11N102
C6HL11IN102
C6H11N103
C6H11N103
C6H11IN1S1
C6H11NALO2
C6HL11NALOD2
C6H12BR1IN1O1
C6H12BR204
C6H128R204
C6H12N201
C6H12N202
C6H12N202
C6HI2NSG
C6H12N4
CoH1Z2N4
C6H1201
C6H1201
C6H1202
C6H1202
C6H1202
C6HL202
C6H1202

NAME

SULFAN ILAM]DE

SULFANILAM]OE

SULFANILAMIDE

SULFANILAM1DE

SULFANILAMIOE

BARBITURIC ACIOyOIMETHYL
1S0SORBLOE OINLITRATE

MANN1TOL HEXANITRATE
1-HEXYN-5-0ONE

SORBIC AClO

SORB1C AClO

PROPANE TRICARBOXYL1C AClO
PROPANE TR1CARBOXYLIC AC1O
PROPANE TR1CARBOXYL1C AClO
PROPANE TRICARBOXYL1C ACIO
PROPANE TRICARBOXYL1C AClO
PROPANETRICARBOXYLIC ACLO

ClTRIC AClD

CITRIC AClO

CI1TRIC ACIO

ClTRIC AClO

CITRIC ACLD

CITRIC ACIO

CITRIC AClO

CITR1C ACIO

CITRIC ACIO

C1TRIC AClO

CITRIC ACID
N-FORMYLCYCLOBUTANECARBOXAMIOE

1y 39 5-TRIMETHYL-4-N1TROSOPYRAZOLE
HISTIOINE
2-I-PROPYL-5-N1TROIMI0OAZOLE

1y 5-HEXAOLENE

CYCLOHEXANEDIONE O10OXIME
1M10AZOLEy 29 49 S=TRIMETHYLSULFONYL
3-MERCAPTO-4-AMINO-6-I-PR-192,4-TRIAZINE-5-0ONE
3-METH10-4-AMLINO=-6-ETHYL—-19244~-TR1AZ INE-5-0ONE
IMIOAZOLE-4-CARBOXAM10ES5-(3,3-01ME-1-TR1AZENO) (45388)
CYCLOHEXANONE

Ol ALLYL ETHER

1-HEXEN-5-0NE
3-METHYL-1-PENTYN-3-0L/MEPARFYNOL/
1-PROPYL10ENE-ACETONE/MESITYL OX10E/
2y 4~HEXANEQ IONE/PROP IONYLACETONE/
29 5S~HEXANEOIONE/ACETONYL ACETONE/
2y 5—HEXANEO1ONE/ACETON YLACETONE/
ETHYLACETOACETATE

4-KETOVALERIC AC10yMETHYL ESTER
AOIP1C ACIO

AOIP1C AClO

ADIPIC AClO

AD1P1C ACID

AOIPIC AClO

AD IPIC AClO

AOlP1C AClO

AOIPIC ACI1O

AOlPIC ACIO

AOIP1C AClO

A0lPI1C AClO

ADIPIC AClO

ETHYLENE GLYCOL O1ACETATE
ETHYLENE GLYCOL O1ACETATE
A-BROMO-A-METHYLBUTYRYLUREA
A-BROMO-A-METHYLBUTYRYLUREA
A-BROMO-I-VALERYLUREA
A-BROMO-1-VALERYLUREA/BROMISOVALUM/
A-BROMOVALERYL UREA
A-BROMOVALERYLUREA
B-BROMOVALERYLUREA

G- BROMOVALERYLUREA
A-ETHYL-B8-BROMOPROP 10N YLUREA
A-METHYL-B8-BROMOBUTRYLUREA
A-METHYL-G-BROMOBUTYRYLUREA
A-CHLORO-I-VALERYLUREA
A-1000-I-VALERYLUREA

POTASSIUM HEXANDATE
2-AZACYCLOHEPTANONE
O0-(1-ETHYL-ALLYL )CARBAMATE
NITROCYCLOHEXANE

A-AMINOBUTYRIC ACIOyN-ACETYL(OL)
A-AMINOBUTYRIC ACIOyN-ACETYL(OL)
2-AZACYCLOHEPTANTH1ONE

HEXANOLC ACIO, SOOD1UM SALT

SOOIUM HEXANOATE
2-BROMO-2-ETHYLBUTYRAMI0E

1y 6~-0IBROMO-1y 6~-010EOXYGALACTITOL (104800)
1y 6=01BROMO-1, 6~-0I0EOXYMANNITOL ( 94100)
1- (2-HYOROXYETHYL )-2-METHYLI1M10AZOLINE
VALERYLUREA

I-VALERYLUREA

HEXAMETHYLENE TETRAMINE

HE XAMETHYL ENET ETRAMINE
HEXAMETHYLENETETRAMINE
CYCLOHEXANOL

2-HEXANONE

HEXANO1C ACIO

HEXANOLC ACIO

HEXANO1C ACIO

HEXANOIC ACIO

HEXANOIC ACIO
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NO.

1901
1902
1903
1904
1905
1906
19¢7
1908
19¢9
1910
1911
1912
1913
1914
1915
1916
1917
1918
1919
1920
1921
1922
1923
1924
1925
1926
1927
1928
1929
1930
1931
1932
1933
1934
1935
1936
1937
1938
1939
1940
1941
1942
1943
1944
1945
1946
1947
1948
1949
1950
1951
1952
1953
1954
1955
1956
1957
1958
1959
1960
1961
1962
1963
1964
1965
1966
1967
1968
1969
1970
1971
1972
1973
1974
1975
1976
1977
1978
1979
1980
1981
1982
1983
1984
1985
1986
1987
1988
1989
1990
1991
1992
1993
1994
1955
1996
1997
1998
1999

2000

SOL VENT

CHCL3
CHCL3
OILS
BENZENE
BENZENE
N-BUTANOL
1-BUTANOL
1-BUTANOL
SEC-BUTANOL
XYLENE
TOL LENE
TOLUENE

PRIM. PENTANOLS

2-BUTANONE
OCTANE

OLEYL ALCOHOL
S—-PENTANOLS
OOOECANE
HEXAOECANE
1000METHANE
OECALIN

CHCL3

0lLS

BENZENE
XYLENE
OlETHYL ETKHER
0ILS

OILS

O1lLS
1-BUTANOL
1-BUTANOL
1-BLTANOL
1-28UTANOL
OCTANOL
XYLENE

CCL4
N-BUTANOL
OCTANOL
O1ETHYL ETHER
N-BUTANOL
I-guTANOL
OCTANOL
N-BUTANOL
PRIM. PENTANOLS
HE XANOL
OCTANOL

PR1M. PENTANOLS
OCTANOL
N-BUTANOL
PRIM. PENTANOLS
HEXANOL
OCTANOL
N=BUTANOL
PRIM. PENTANOLS
HE XANOL
OCTANOL
N-BUTANOL
PR1M. PENTANOLS
HE XANOL
N-BUTANOL
N-BUTANOL
OILS

CCL4

CCL4

0lLs

CCL4
SEC-BUTANOL
SEC-BUTANOL
OCTANOL
OCTANOL

olLS

OC TANE
OOOECANE
HEXAQECANE
OCTANOL

o1Ls

OILS

OIETHYL ETHER
OILS

01LS

O1ETHYL ETHER
OIETHYL ETHER
olLs

O1ETHYL ETEHER
0ILS

OIETHYL ETHER
OIETHYL ETEER
I-BUTANDL
I-BUTANOL
N-BUTANOL
PRIM. PENTANOLS
HE XANOL
XYLENE
OCTANOL
OCTANOL
O1ETHYL ETHER
BENZENE
1-BUTANOL
XYLENE
TOLUENE

REF FOOT
NOTE

181

181
181
181
181
181

PP WNNNNNWNNW
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26

47

47
47
26
26

11
46

I2

19
19

LOGP
soLv

1.05
0.85
0.83
0.67
0.63
I.86
1.87
1.89
1.39
0. 34
0.56
1.03
2.04
1.36
-0.52
1.65
1.94
-0.72
-0.85
0.81
-0.23
0.90
0.90
0.57
0.18
0.95
0.28
0.28
0.45
-1.24
-1.77
-1.96
=I.47
-1.93
0.33
=0.45
=0.51
-1.71
-4.92
-0.74
-1.21
-0.15
-1.52
-0.70
-0.82
-1.00
-1.00
-0.10
-1.05
-1.00
=0.40
=0.10
-0.30
=1l.40
-1.00
0.38
-1.00
-0.05
0.26
-0.13
-0.08
0.93
1.57
1.58
1.18
I.78
-I.66
=1.49
2.03
2,03
0.88
0.28
0.22
0.11
2.03
0.18
0.90
-0.92
-2.17
-1.62
-0.29
-1.19
-2.22
-1.45
=2.70
-2.51
-2.51
-0.58
-1.85
0.00
0.23
-0.15
1l.17
1.70
1.73
095
1.05
l.62
l.24
1.16

LOGP
ocT

2.19
1.99
2.01
2.06
2.02
2.12
2.12
2.15
l.46
2.06
2.07
2.48
2424
2.13

2.20
1.93

2.03
2.02
1.96
1.89
0.95
0.70
0.59
0.70
-2.24
-3.00
-3.29
-2.57
-1.93
0.94

-1.22
-1.71
-3.46
-1.55
-2.21
-0.15

-1.00

-0.10

-0.10

0.38

-0.69
-0.62
1.20
1.47
1.38
1.33
3.20
-2.82
-2.59
2.03
2.03
1.99

2.03

0.51

l.17
-0.69
-0.74
-0.24
-0.14
-0.93
-0.79
-1.17
-1.23
-2.09
-2.08
-1.32
-3.10
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EMPIRICAL
FORMUL A

C6H1202
C6H1202
C6H1202
C6H1202
C6H1202
C6H1202
C6H1202
C6H124Q2
Cé6H1202
C6H1202
C6H1202
C6H1202
C6H1202
C6H1202
C6H1202
C6H1202
C6H1202
C6H1202
C6H1202
C6H1202
C6H1202
C6H1202
C6H1202
C6H1202
C6H1202
C6H1203
C6H1203
C6H1203
C6H1203
C6H1205
Cé6H1206
C6H1206
C6H1207
C6H13CL1N201
C6H13N1
C6H13N101
C6H13N102
C6H13N1D2
C6HI3N102
C6H13N102
C6H13N102
C6H1309P1
C6H1309P1
C6H1309P1
C6HL309P1
C6H1309P1
C6H1309P1
C6H1309P1
C6H1309P1
C6H1309P1
CO6H1309P1
C6H1309P1
C6H1309P1
C6H1309P1
C6H1309P1
C6H1309P1
C6H1309P1
C6H1309P1
C6H1309P1
CéHl4CL1IN102
C6H14CLINLIO2
C6H14F103P1
C6H14F103P1
C6H14F103P1
C6HL14F103P1
C6HI4F103P1
C6H14N202
C6H14N402
C6H1401
Cé6rl40l
C6H1401
C6H1401
C6H1401
C6H1401
C6H1401
C6H1402
C6H1402
C6H1402
C6H1402
C6H1402
C6H1402
C6H1403
C6H1403
C6H1403
C6H1403
C6H1403
CO6H1404
C6H1404
C6H1406
C6H14012P2
Cé6H14012P2
CoHl4012P2
C6H15N1
C6H15N1
COH15N1
C6H1ISN1
C6HL5N1
C6HLI5N1
C6H1SN1
C6HISNL

NAME

HEXANO1C AClO
HEXANO]IC AC10
HEXANO1C AC1O0
HEXANO1C ACIO
HEXANOLC AC!O
HEXANO1C AClO0
HEXANOIC ACI1O0
HEXANOIC ACIO
HEXANOIC ACLO
HEXANOIC AClO
HEXANOIC AClO
HEXANO1C AClO
HEXANO1C ACIO
HEXANOIC AClO
HEXANO1C AC1D
HEXANO1C ACIO
HEXANO1C ACLO
HEXANOIC ACIO
HEXANOIC ACIO
HEXANO1C AC10
HEXANOIC AC!O
1-HEXANOIC AClO
1-HEXANOIC AC10
1-HEXANO1C AClO
I-HEXANOIC ACl10
PARALOEHYOE
PARALOEHYOE
PARALDEHYOQE
PARALDEHYOE
RHAMNOSE
FRUCTOSE
GLUCOSE
GLUCONIC AClO

1-(2-HYOROXYETHYL )-2-METHYLIM1OAZOLINE HCL

N-METHYLP1PERIOINE
O1 ETHYLACETAMIO0E
A-AMINOCAPROIC ACIO
LEUCINE

LEUCINE

LEUCINE

LEUCINE
FRUCTOSE-6-PHOSPHATE
FRUCTOSE-6-PHOSPHATE
FRUCTOSE-6—PHOSPHATE
FRUCTOSE-6-PHOSPHATE
GLUCOSE-1-PHOSPHATE
GLUCOSE-1-PHOSPHATE
GLUCOSE-6-PHOSPHATE
GLUCOSE-6-PHOSPHATE
GLUCOSE-6-PHOSPHATE
GLUCOSE-6-PHOSPHATE
SORBOSE-1-PHOSPHATE
SORBOSE-1-PHOSPHATE
SORBOSE-1-PHOSPHATE
SORBOSE-1-PHOSPHATE
SORBOS E-6-PHOSPHATE
SORBOSE-6-PHOSPHATE
SORBOS E-6-PHOSPHATE
SORBOSE-6-PHOSPHATE

LEUCINE HYOROCHLORIOE
I-LEUCINE HYOROCHLORIOE

01-I-PROPYLFLUOROPHOSPHATE
OI-I-PROPYLFLUOROPHOSPHATE
01-1~PROPYLFLUOROPHOSPHATE
01-N-PROPYLFLUOROPHOSPHATE
01-N-PROPYLFLUOROPHOSPHATE

LYSINE

ARGININE
BUTYL-ETHYLETHER
HE XANOL

HE XANOL

HE XANOL

HEXANOL

HEXANOL

PROPYL ETHER
O1ETHYLACETAL
O1ETHYLACETAL

1y 6~HEXANEO IOL
1, 6~HEXANED10L
METHYLPENT ANEO IOL

24 4~PENTANEO IOLy 2-METHYL

OlETHYLENE GLYCOL MONOETHYL ETHER
OIETHYLENE GLYCOLyMONOETHYL ETHER

01PROPYLENE GLYCOL
OIPROPYLENE GLYCOL
HEXANETRIOL
TRIETHYLENE GLYCOL
TRIETHYLENE GLYCOL
MANNITOL
HEXOSE-OIPHOSPHATE
HEXOSE-OIPHOSPHATE
HEXOSE-OIPHOSPHATE
OI-I-PROPYLAMINE
DIMETHYLBUTYLAMINE
DIPRDPYLAMINE
O1PROPYLAMINE

01 PROPYLAMINE
OIPROPYLAMINE
OIPROPYLAMINE
OIPROPYLAMINE
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NO. SOLVENT REF FOOT LOGP LoGP EMPIRICAL NAME
NOTE SOLV ocTY FORMULA
2001 I-BUTANOL 4 2,02  2.34 C6H1SNL HEXYLAMINE
2002 XYLENE 46 0.89 1e52 8 C6HLIS5NIL HE XYLAMINE
2003 OCTANOL 218 1e44  1l.44 = C6HLI5NL TRIETHYLAMINE
2004 BENZENE 355 1.13 1.30 B8 €6H15N1 TRIETHYLAMINE
2005 1-BUTANOL 4 1.32 le47 C6HI5NL TR IETHYLAMINE
2006 XYLENE 46 l.11 1.77 B8 C6HL5NL TRIETHYLAMINE
20C7 TOLUENE 68 1.00 1.37 B8 C6H15NL TRIETHYLAMINE
2008 TOLUENE 66 Q.76 1.20 B C6HI5NL TRIETHYLAMINE
2009 TOLUENE 355 0.92 1.32 8 C6H15N1 TRIETHYLAMINE
2010 PRIM. PENTANOLS 182 1.42 1.42 C6H15N1 TREIETHYLAMINE
2011 OIETHYL ETHER 3 -0.46 Q.46 8 C6H15N101 OIETHYLETHANOL AM INE
2012 I-BUTANOL 4 0.58 0.31 C6H15N101 OIETHYLETHANOL AMINE
2013 OCTANOL 5 -0.82 -0.82 = (C6H1ISN102 OI-1-PROPANOLAMINE
2014 O1ETHYL ETHER 3 -2.23 -1.10 8 C6HLI5N102 OI-I-PROPANOLAMINE
2015 [-BUTANOL 4 =0.15 =-0.72 C6H15N102 0i-1-PROPANOLAMINE
2016 OIETHYL ETHER 3 =2.96 =-1.75 8 C6HL5N1O03 TRIETHANOLAMINE
2017 1-BUTANOL 4 -0.58 =-1.32 C6H15N103 TRIETHANOL AMINE
2018 CCt4 135 1.90 1.67 B C6H1502P182 PHOSPHOROOITHIOTIC AC]Oy_Ol-I-PROPYL
2019 PRIM. PENTANOLS 236 17 0.73 0.62 C6H1504P1 PHOSPHATE, DI-N-PROPYL
2020 OCTANOL 56 0.30 0430 = CO6HI6N2 ETHYLENEOIAMINE,y NyNyN?oN*~TETRAMETHYL
2021 OCTANOL 298 3.57 3.57 = C6H16S8I1 SILANE, BUTYL-OIMETHYL
2022 OCTANOL 298 3.84 3.84 = C6HL16SI1 SILANEy PROPYL-TRIMETHYL
2023 O0OCTANOL 56 0.28 0.28 = C6H1BN301P1 HEXAMETHYtL PHOSPHORIC TRIAMIOE
2024 [-BUTANOL 4 =-0.82 =-1l.66 CoHIBNSG TRIETHYLENETETRAMINE
2025 OCTANOL 206 4453 4.53 = CTHLCLS5N2 BENZIMIOAZOLEy 294y 5969 7-PENTACHLORO«
2026 OCTANOL 206 27 3.50 3.50 = (CTH2CL2F3N3 4-PYRIOINE IMIOAZOLE,2-TRIFLOROME-647-01CL
2027 HEXANE 299 049 C7H38R2N101 4-HYOROXY-3, 5-01BROMOBENZONITRILE
2028 OCTANOL 206 27 2.69 2.69 = CTH3CLLF3N3 4-PYRIOINE IMIOAZOLE,2-TRIFLUOROME-6-CL
2029 HEXANE 299 -0.14 C7H3CL2N101 4-HYOROXY-3, 5-01CHLOROBENZON]ITRILE
2030 HEXANE 299 1.08 C7H3I2N101 4-HYORDOXY-3, 5-0f I000BENZON]ITRILE
2031 OIETHYL ETHER 46 0.27 0.36 A CT7H3N308 2y 4y6-TRINITROBENZOIC ACI1O
2032 OILS 173 2. 61 3.56 A CT7H4BRINL BROMOBENZONITRILE
2033 OCTANOL 206 27 1.23 1.23 = CTH4F3N3 4-PYRIDINE IMIOAZOLE,2-TRIFLUDROMETHYL
2034 OCTANOL 206 27 0.94 0.94 = (CT7TH4F3N3 5-PYRIOINE IMIOAZOLE,2-TR1FLUOROMETHYL
2035 OCTANOL 10 1.17 1l.17 = (C7H4N202 BENZENE, 3-CYANO-1-NITRO
2036 OCTANOL 10 1.19 1.19 = C7H4N202 BENZENE, 4-CYANO-1-N1TRO
2037 OlETHYL ETHER 46 1.18 1.16 A CT7H4N206 244-01NITROBENZOIC AClO
2038 CHCL3 46 -0.88 0.42 A CTH4N206 2+4-01N1TROBENZOIC ACI1O
2039 XYLENE 46 -0.92 0.79 A CTH4N206 2,4-0IN1TROBENZOIC AClO
2040 CHCL3 149 0.18 1.38 & CT7H4N206 3,5-01N1TROBENZOIC AClO
2041 CHCL3 46 0.07 1.28 A CTH4N206 3,5-0LNITROBENZOIC AClO
2042 CHCL3 356 -0.20 1.04 A CT7TH4N206 3,5-01NITROBENZOIC ACIO
2043 XYLENE 46 0.09 1.90 A C7H4N206 3,5-0IN1TROBENZOIC AC1O
2044 ME-I-BUT.KETONE 149 2.48 2.22 C7TH4N206 3,5-01NITROBENZOIC AC1D
2045 OCTANOL 276 1.60 1.60 = (T7TH4N404 Sy 7-OLN1TROBENZPYRAZOLE /PKA = 1.20/
2046 OCTANOL 10 2.87 2.87 = (C7H58R102 M-BROMOBENZOIC AC1O
2047 CHCL3 29 2.04 3.07 A C7HS5BR102 M-BROMOBENZOIC ACIO
2048 CHCL3 29 0.91 2.05 A CTH58BR102 0-BROMOBENZOIC ACIO
2049 OCTANOL 10 2.86 2.86 = (C7HS5BR102 P-BROMOBENZOIC ACIO
2050 OCTANOL 218 2446 2.46 = CTHSCLIN201 BENZOXAZOLE, 2-AMINO-5-CHLORO/ZOXAZOLAMINE/
2051 OCTANOL 10 2.68 2.68 = (C7THSCL102 M-CHLOROBENZOIC ACIO
2052 CHCL3 29 12 1.92 3.05 A C7HSCLLO2 M-CHLOROBENZO1C AClD
2053 TOLUENE 29 1.12 2.56 A CT7HSCL102 M-CHLOROBENZOIC AC1D
2054 OCTANOL 65 1.98 1.98 = C7HS5CLL1O02 0-CHLOROBENZOIC ACI1O
2055 OlETHYL ETFER 46 2.14 2.00 A C7HS5CL1O2 0-CHLOROBENZOIC AC10
2056 CYCLOHEXANE 357 =0.34 C7TH5CL102 O-CHLOROBENZOL1C ACIO
2057 CHCL3 29 0.90 2.03 A (CT7HS5CL102 0-CHLOROBENZOIC AClD
2058 XYLENE 46 0.01 1.80 A C7HSCL102 0-CHLOROBENZODIC AC1O
2059 TOLUENE 29 0.27 1.81 A (C7H5CL102 0-CHLOROBENZOIC AClO
2060 OCTANOL 10 2.65 2.65 = (CT7TH5CL102 P-CHLOROBENZOIC AC1O
2061 CHCL3 29 1.72 2.78 A C7THS5CL102 P-CHLOROBENZOI1C ACIO
20€¢2 TOLUENE 29 1. 26 2,68 A C7THSCL102 P-CHLOROBENZOIC ACIO
20¢3 OCTANOL 235 2.92 2.92 = CTHSCL3 Ay Ay A-TRICHLOROTOL UENE
20¢4 OCTANOL 10 2.15 2.15 = (7HSF102 M-FLUOROBENZOIC AC1O
2065 OCTANOL 10 2.07 2.07 = C7HSFL102 P-FLUOROBENZO1C AC1O
2066 OCTANOL 56 2.79 2.79 = CTHS5F3 BENZENEy TRIFLUOROMETHYL
2067 OCTANOL 217 07 1.73 1.73 = CT7HS5F3N204S1 3-TRICHLOROMETHYL-4-NITROBENZENE SULFONAMI1OE
2068 CHCL3 217 07 0.19 le44 A CTHS5F3N204S1 3-TRICHLOROMETHYL-4-N1TROBENZENESULFONAM1DE
2069 OCTANOL 56 3.17 3.17 = C7HS5F301 BENZENEy TRLIFLUOROMETHOXY
2070 OCTANOL 10 2.95 2.95 = CTHSF301 M-TR1F LUOROMETHYL PHENOL
2C71 OCTANOL 261 2.80 2.80 = CT7HSF301 O-TRIFLUOROMETHYLPHENOL
2072 OCTANOL 56 2.71 2.71 = (CTH5F30251 SULFONEy PHENYL-TR]1FLUOROMETHYL
2073 OCTANOL 56 3.79 3.79 = CTH5F3S1 BENZENEy TRIFLUOROMETHYLTH1O
2074 OCTANOL 10 3.13 3.13 = (C7H5I102 M-1000BENZOIC AClO
2075 OCTANOL 65 2.40 2.40 = (C7HSI102 0-1000BENZO1C AC1O
2076 OIETHYL ETHER 46 3.11 2.85 A CT7H51102 0-1000BENZO1C AClO
2077 CHCL3 46 1.09 2.21 A C7H51102 0-1000BENZOIC ACIO
2078 XYLENE 46 0.49 2.32 A C7HS51102 0-I0O00BENZOIC ACI1O
2079 OCTANOL 10 3.02 3.02 = (C7HS1102 P-IOD0OBENZO1C ACIO
2080 OCTANOL 10 1.56 1.56 = C7HS5NL BENZONITRILE
2081 CYCLOHEXANE 358 1.06 CTHSNL BENZONITRILE
2082 OCTANOL 309 1.59 1.59 = C7HSN101 BENZOXAZOLE
2083 OCTANOL 10 1.70 1.70 = C7HS5N1OL M-CYANOPHENOL
2084 OCTANOL 10 1.60 1.60 = (C7HS5N101 P-CYANOPHENOL
2085 O1ETHYL ETFER 112 1.79 1.68 A CTH5N1O01S1 BENZOXAZOLTHION
2086 OCTANOL 65 0.91 0.91 = CT7HS5N103$1 SACCHARIN
2087 OIETHYL ETFER 359 16 0.64 0.67 A C7THS5N103S1 SACCHARIN
2088 DIETHYL ETFER 113 16 0.60 0.64 & CTHSN103S1 SACCHARIN
2089 (CHCL3 113 16 =-0.06 1.17 A C7HS5N103S1 SACCHARIN
2090 1-PENT. ACETATE 359 12 1.51 1.39 CTHS5N103S1 SACCHARIN
2091 OCTANOL 10 1.83 1.83 = CT7H5N104 M-NITROBENZOI1C ACID
2092 O1ETHYL ETHER 46 1.97 1.85 A C7HS5N104 M-N1TROBENZO1C AClO
2093 CHCL3 29 0.48 1.66 A CT7TH5NL1O4 M-NITROBENZO1IC ACI1D
2094 CHCL3 254 Q.41 1.55 A C7HS5N104 M-NITROBENZDIC AClO
2065 BENZENE 356 0.21 1«58 A CT7HSN104 M-N1TROBENZOLIC ACIO
2096 XYLENE 46 0.02 1.83 A C7H5N104 M-NITROBENZODIC ACID
2097 TOLUENE 29 0.09 l.66 A CT7H5N104 M-NITROBENZOIC ACl1D
2098 N-HEPTANE 254 -1.22 CTH5N104 M-N1TROBENZO1C AClO
2099 OlETHYL ETHER 46 1.59 I.52 A C7H5N104 O-NITROBENZO1C AC1D
2100 CYCLOHEXANE 357 -0.88 C7HS5N104 0-NITROBENZOIC ACID
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NO. SOLVENT REF FOOT LOGP LOGP EMPIRICAL NAME
NOTE SOLV ocr FORMULA

2101 CHCL3 29 0.03 1.25 A C7HSN104 O-NITROBENZOIC ACID

2102 CHCL3 46 -0.19 1.04 A CTH5N104 O-N1TROBENZOIC AClO

2103 BENZENE 307 -0.30 l.12 A C7HSN1O4 O-N1TROBENZOLIC AClO

2104 BENZENE 356 -0.21 l.16 A C7HSN104 0-N1TROBENZOIC ACIO

2105 XYLENE 46 -0.35 1.31 A C7H5N104 O-NITROBENZOLC ACLO

2106 TOLUENE 29 -0.32 1.30 A C7HSN104 O-NITROBENZOIC AClO

21C7 OCTANOL 10 1.89 1.89 = (C7HSNL1O4 P-NITROBENZO1C ACIO

2108 CHCL3 29 0.86 2.00 A CTH5N104 P-NITROBENZOLC ACIO

2109 BENZENE 307 0.31 1.67 A CT7H5N104 P-NITROBENZOIC ACI1O

2110 XYLENE 46 0.07 1.85 A C7HSN104 P-NITROBENZOIC ACIO

2111 TOLUENE 29 0.51 2.03 A CT7H5N104 P-NITROBENZOIC AClO

2112 OCTANOL 186 2.01 2.01 = CTHS5N1S1 BENZOTHIAZOLE

2113  OCTANOL 309 2.03 2.03 = (C7HS5N1S1 BENZOTHIAZOLE

2114 OCTANOL 218 3.28 3.28 = C7H5N1S1 PHENYL 1SOTHIOCYANATE

2115 OCTANOL 238 3.22 3.22 = (C7HSNL1S1 PHENYL 1SOTH10CYANATE

2116 OCTANOL 206 l.64 l.64 = CTHSN302 BENZIMIOAZOLEy 5-NITRO

2117 OCTANOL 216 78 -0.85 =-0.85 = C7HS5NA103 SOOJUM SALICYLATE

2118 _OlLS 292 =0.97 -0.37 8 CTHS5NA1O3 SOOIUM SALICYLATE

2119 BENZENE 311 6 0.35 CTH6B1F 302 PHENYLBORONIC ACIO,3-TR1FLUOROMETHYL
2120 BENZENE 311 6 -1.71 C7H6B1IN106 PHENYLBORONIC AC10,3-NITRO,4-CARBOXYL
2121 OCTANOL 206 2.39 2.39 = CT7H6CLIN3SL 4=PYR1OINE 1M10AZOLEy2-METHYLTHIO-6-CHLORO
2122 OCTANOL 216 1.82 1.82 = CT7TH6N2 T-AZAINDOLE

2123 OCTANOL 218 1.34 1.34 = CTH6N2 BENZ1MIOAZOLE

2124 OCTANOL 206 1.50 1.50 = CT7H6N2 BENZIM10AZOLE

2125 OCTANOL 360 1.20 1.20 = CT7H6N2 BENZIM10AZOLE

2126 ODlETHYL ETFER 112 -0.02 0.82 8 CT7H6N2 BENZIM10AZOLE

2127 CHCL3 112 s0 -0.10 1412 A CT7H6N2 BENZIMI0AZOLE

2128 OCTANOL 309 1.82 1.82 = CT7H6N2 INCAZOLE

2129 OCTANOL 217 07 0.23 0.23 = (7H6N20251 P-CYANOBENZENESULFONAM]OE

2130 CHCL3 217 07 -0.61 0.01 N C7H6N202S1 P-CYANOBENZENESUL FONAM 10E

2121 OCTANOL 235 1.48 1l.48 = C7H601 BENZAL DEHYOE

2132 OJETHYL ETFHER 248 S0 1.74 2.41 8 C7H601 BENZALOEHYOE

2133 CYCLOHEXANE 141 1.13 C7H601 BENZALOEHYOE

2134 CYCLOHEXANE 248 1.34 C7H601 BENZAL OEHYOE

2135 BENZENE 248 50 2.10 2.00 8 C7H601 BENZ AL CEHYOE

2136 CLCH2CH2CL 248 2.35 C7H601 BENZAL OEHYDE

2137 OCTANOL 10 1.87 1.87 = (C7H602 BENZOLIC AClO

2138 OJlETHYL ETHER 3 1.89 1.78 A CTH602 BENZO1C ACIO

2139 OJETHYL ETFER 46 1.78 1.68 A (C7H602 BENZO1C ACI1D

2140 OI1ETHYL ETHER 36 1.85 1.72 A CTH602 BENZOIC ACID

2141 CHCL3 29 0.71 1.86 A (C7H602 BENZOLIC AClO

2142 CHCL3 39 0.30 1.51 A C7H602 BENZO1C ACIO

2143 CHCL3 254 0.46 1.60 A C7H602 BENZOIC ACIO

2144 CHCL3 17 0.54 1.73 A C7H602 BENZO1C ACIO

2145 OILS 361 0.66 1.86 A C7H602 BENZOIC ACIO

2146 O0ILS 362 0.54 1.71 A C7He02 BENZO1C ACIO

2147 BENZENE 29 0.21 1.58 A C7H602 BENZOIC AClO

2148 BENZENE 39 0.24 1l.61 A C7H602 BENZO1C ACIO

2149 BENZENE 38 0.18 1.55 A C7He602 BENZOL1C AClO

2150 BENZENE 363 12 +0.21 1.17 § C7He02 BENZO1C AClO

2151 BENZENE 36 0.36 1.73 A C7H602 BENZOIC AClO

2152 BENZENE 20 0.12 1.49 4 C7H602 BENZO1C ACIO

21€3 1-BUTANOL 4 1.69 1.87 CTH602 BENZOIC AClO

2154 XYLENE 46 -0.19 1.58 A CTH602 BENZOIC ACIO

2155 XYLENE 36 12 0.44 2.23 A C7H602 BENZO1C AC!O

2156 TOLUENE 29 0.36 1490 A CTH602 BENZO1C AClO

2157 TOLUENE 36 0.48 2.00 A C7H602 BENZOIC AClO

2158 CCL4 364 12 -2.90 C7TH602 BENZO1C ACIO

2159 ETHYL BENZOATE 17 1.50 CTH602 BENZOIC AClO

2160 OI-PENTYL ETHER 17 0.95 C7He02 BENZOIC AClO

2161 N-HEPTANE 254 =0.72 C7H602 BENZO1C ACIO

2162 PARAFFINS 291 -0.12 CTH602 BENZOL1C ACIO

2163 OIETHYL ETHER 248 1.32 1.27 A C7H602 M-HYOROXYBENZALOEHYOE

2164 BENLZENE 248 -0.16 1.21 A C7H602 M-HYOROXYBENZALOEHYOE

2165 CLCH2CH2CL 248 0.44 C7H602 M-HYOROXYBENZALOEHYOE

2166 OCTANOL 365 1.70 1.70 = C7H602 O-HYOROXYBENZALOEHYOE/ SALICYLALOEHYOE/
2167 OCTANOL 268 32 1.81 1.81 = (C7H602 O-HYOROXYBENZALOEHYOE/SALICYLALOEHYOE/
2168 TOLUENE 150 2.15 2.70 8 C7H602 O-HYOROXYBENZALOEHYOE/ SALICYLALOEHYOE/
2169 OIETHYL ETHER 366 1.10 1.08 A C7He02 P-HYOROXYBENZALOEHYOE -

2170 CHCL3 366 -0.12 l.11 A C7H602 P-HYDROXYBENZALOEHYOE
© 2171 BENZENE 366 -0.55 0.87 A C7H602 P-HYOROXYBENZALOEHYOE

2172 CCL4 366 -1.70 O.41 A CTH602 P—HYOROXYBENZALOEHYOE

2173 CLCH2CH2CL 366 0.11 C7TH602 P-HYOROXYBENZALOEHYOE

2174 CLCH2CH2CL 248 0.21 C7H602 P—HYOROXYBENZALOEHYOE

2175 O0I-1-PR. ETHER 366 0.84 1.51 CTH602 P—HYOROXYBENZALOEHYOE

2176 QCTANOL 9 0.53 0.53 = C7H602 TROPOLONE

2177 CHCL3 367 12 1.70 1.21 8 CTH602 TROPOLONE

2178 OCTANOL 10 1.50 1.50 = C7H603 M-HYOROXYBENZOIC ACIO

2179 DIETHYL ETHER 3 1.32 1.27 A (C7H603 M-HYOROXYBENZOIC ACIO

2180 I-BUTANOL 4 1.40 le47 C7H603 M-HYOROXYBENZOIC ACIO

2181 OCTANOL 186 2.26 2426 = CTH603 O-HYOROXYBENZOIC ACIO/SALICYLIC ACIO/
2182 OCTANOL 218 2.21 2.21 = (7H603 O-HYDROXYBENZOIC ACIO/SALICYLIC AClo/
2183 OIETHYL ETHER 3 2.37 2,20 A C7H603 O-HYOROXYBENZO IC ACIO/SALICYLIC ACIO/
2184 OIETHYL ETHER 46 2.53 2.32 A CT7H6O03 O-HYOROXYBENZOIC ACIO/SALICYLIC ACIO/
2185 CYCLOHEXANE 15 -1.02 C7H603 O-HYOROXYBENZOIC ACIO/SALICYLIC ACIO/
2186 CYCLOHEXANE 357 -0.50 C7H603 O-HYOROXYBENZOIC ACIO/SALICYLIC AClO/
2187 CHCL3 149 0.48 1,66 A C7H603 O-HYOROXYBENZOIC ACIO/SALICYLIC ACIO/
2188 CHCL3 29 0.50 1.67 A (C7H603 O-HYOROXYBENZO1C ACIO/SALICYLIC ACl0/
2189 CHCL3 39 12 0. 34 le46 A C7H603 O-HYOROXYBENZOIC ACIO/SALICYLIC ACIO/
2190 CHCL3 254 0.46 1.60 A CTH603 O-HYOROXYBENZOIC ACIO/SALICYLIC AC10/
2191 01LS 173 1.00 2.10 A C7H603 O-HYOROXYBENZOIC ACIO/SALICYLIC ACIO/
2192 BENZENE 39 0.45 1481 &4 C7H603 O-HYOROXYBENZOIC ACIO/SALICYLIC ACIO/
2193 BENZENE 368 68 0.38 1.88 A C7H603 O-HYOROXYBENZOIC ACIO/SALICYLIC ACIO/
2194 I-BUTANOL 4 2413 2.31 C7TH603 O-HYOROXYBENZOIC ACIO/SALICYLIC ACIO/
2195 XYLENE 46 0.1l 1.93° A (€7H603 O-HYDROXYBENZOIC ACLO/SALICYLIC ACIO/
2196 TOLUENE 29 0.31 1.80 A C7H603 O-HYOROXYBENZOIC ACIO/SALICYLIC ACIO/
2197 CCL4 17 -0.30 C7H603 O-HYOROXYBENZOLC ACIO/SALICYLIC AClO/
2198 ETHYL BENZOATE I7 1.90 C7TH603 O-HYOROXYBENZO1C ACKD/SALICYLIC AClO/
2199 N-HEPTANE 254 -0.92 C7H603 O-HYDROXYBENZO IC AC10/SALICYLIC ACIO/

2200 ME-I-BUT.KETONE 149 2,51 2.25 C7H603 O-HYOROXYBENZOIC ACIO/SALICYLIC ACIO/
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NO. SOLVENT REF FOOT tOGP LOGP EMPIRICAL NAME
NOTE SOtV ocT FORMULA
2201 OCTANOL 10 1.58 1.58 = C7H603 P-HYOROXYBENZDIC ACIO
2202 OIETHYL ETHER 3 l.42 1.36 A CT7H603 P-HYOROXYBENZOIC ACIO
2203 OIETHYL ETFER 46 1.00 1.00 A (C7H603 P-HYOROXYBENZOIC ACIO
2204 CHCL3 254 12 -2.00 -0.59 A C7H6O03 P-HYOROXYBENZOIC ACIO
2205 O0ILS 369 0.22 1.45 A C7H603 P—HYOROXYBENZOIC ACIO
2206 I-BUTANOL 4 1l.43 1.51 C7H603 P-HYOROXYBENZOIC AC1O
2207 ETHYL BENZOATE 17 0.75 C7H603 P-HYOROXYBENZO1C ACIO
2208 OI-PENTYL ETHER 17 -0.39 CTH603 P-HYOROXYBENZOIC ACIO
22C9 XYLENE 46 12 -l.66 =-0.02 A C(TH604 2y4-01HYOROXYBENZOIC ACIO/RESORCYLIC AClO0/
2210 ME-I-BUT.KETONE 195 1.55 l.44 CTHO604 24 4~0LHYOROXYBENZO1C AC10 /RESORCYLLC ACl0/
2211 O1ETHYL ETHER 46 1.35 1.31 A C7H604 2,5-0IHYOROXYBENZO1C ACIO/GENTLSIC AClO/
2212 CHCL3 46 12 -1.57 =-0.21 A C7H604 2,5-01HYOROXYBENZOIC ACIO/GENTISIC ACIO/
2213 XYLENE 46 12 -1.82 =-0.20 A (C7H604 245-01HYORGXYBENIOIC ACIO/GENTISIC ACID/
2214 OCTANOL 56 2.20 2,20 = CTH604 2,6-01HYOROXYBENZOIC ACIO
2215 OlETHYL ETFER 46 1.45 1.39 A CT7H604 3, 5-01HYOROXYBENZOIC ACIO
2216 OI1ETHYL ETHER 3 -0.30 -0.15 A C7H605 354y 5S-TR1IHYOROXYBENZOIC AC10/GALLIC AClO/
2217 OIETHYL ETHER 46 -0.42 -0.25 A C7H60S 3,4, 5-TRIHYOROXYBENZOIC ACl0/GALLIC AClO/
2218 OlETHYL ETFER 207 =1.56 =-1.25 A C7TH60651 SULFOSALICYLIC AC1D/3-CO2H-4-0H-BENZENESULFONIC AC10/
2219 ME-I-BUT.KETONE 195 -1.25 -1.17 CTH606S1 SULFOSALICYLIC AC1D/3-CO2H-4~0H-BENZENESULFONIC AC1D/
2220 S—-PENTANOLS 195 -1.08 -1.5¢4 C7TH60651 SULFOSALLICYLIC AC10/3-CO2H-4-DH-BENZENESULFONIC ACl10/
2221 BENZENE 311 6 =-1l.46 C7H78103 P-FORMYLPHENYLBORONIC ACIO
2222 BENZENE 311 6 =-2.52 C7H78104 M-CARBOXYPHENYLBORONIC AC10
2223 BENZENE 311 6 -1.83 C7H78104 P-CARBOXYPHENYLBORONIC ACIO
2224 OCTANOL 218 26 2.92 2.92 = CTH7BRIL A-BROMOTOLUENE
2225 OCTANOL 302 2.30 2.30 = C7H7CLL A-CHLOROTOL UENE
2226 OCTANOL 301 3.28 3.28 = (C7H7CLL M- CHLOROTOL UENE
2227 OCTANOL 301 3.42 3.42 = CTHTCLL 0-CHLOROTOLUENE
2228 OCTANOL 301 3.33 3.33 = (C7HTCLL P-CHLOROTOLUENE
2229 OCTANOL 206 27 3.70 3.70 = CT7THTCL1IN404S2 PURINEy 2y 6-0I-(METHYLSULFONYL)-8-CHLORD
2230 OCTANOL 206 0.63 0.63 = CTHTCLLIN4S2 PURINEy 29 8-=01METHYLTH]10y 6~CHLORD
2231 OCTANOL 10 1.94 1.94 = C7H7CL1O0L M-CHLORUOBENZYL ALCOHOL
2232 OCTANOL 10 1.96 1.96 = C7H7CL10I P-CHLOROBENZYL ALCOHOL
2233 QCTANOL 261 3.10 3.10 = C7H7CLLOL PHENOL » 4~CHLOROs 3-METHYL
2234 CYCLOHEXANE 124 0.15 C7H7CL1OL PHENOL » 4~CHLOROy 3-METHYL
2235 METH. OECANOATE 124 2.65 3.14 C7H7CLLOL PHENOL y 4=CHLOROy 3=METHYL
2236 OLEYL ALCOHOL 124 2. 46 3.00 C7TH7CLLO1 PHENOL » 4—=CHLOROy 3-METHYL
2237 OCTANOL 65 2.74 2.74 = CTHTF102S51 P—FLUOROSUL FONYLTOLUENE
2238 1-0CTANOL 353 -2.83 C7THTK102 POTASSIUM GUAICOLATE
2239 OCTANOL 235 I.75 1.75 = C7H7N1O1 BENZALOOXIME
2240 OCTANOL 10 0.64 0.64 = (T7HTN1OL BENZAM10E
2241 OIETHYL ETFER 248 -0.22 0.65 8 C7HTNLOL BENZAML1OE
2242 CHCL3 248 Oell 0.71 N C7H7NLOL BENZAMIDE
2243 OILS 173 -0.51 0.73 A CTH7NIOL BENZAM 10E
2244 01LS 82 -0.36 0.87 A CT7H7N1Ol1 BENZAM10E
2245 OILS 293 -0.66 0.59 A C7HTN1Ol BENZAMI]OE
2246 O01LS 249 -0.42 0.81 A C7H7NLOL BENZAMIDE
2247 OILS 70 =0.36 0.89 A C7H7N1O1 BENZAM10E
2248 BENZENE 248 -0.71 0.68 4 C7H7N1O1L BENZAMI10E
2249 CCL4 248 -l.54 C7H7N1O1 BENZAM 10E
2250 CtLCH2CH2CL 248 0.00 C7THTN101 BENZAM10E
2251 OLEYL ALCOFOL 82 0440 Ca 96 CTHTN101 BENZAM1OE
2252 OCTANOL 56 1.15 1.15 = C7H7N1O1L FORMANIL 10E
2253 D]ETHYL ETFER 3 0.18 0.27 A CTHTNLO2 M-AMINOBENZDIC ACID
2254 1-BUTANOL 4 0.46 O0.14 C7THTNL1O2 M-AMINOBENZO1C ACID
2255 OCTANOL 56 1.21 1l.21 = C7HTN1O2 O-AMINOBENZOLC ACIO/ANTHRANILIC AClO0/
2256 OlETHYL ETFER 3 l.43 1.37 4 CT7HTN1O2 O-AMINOBENZOLIC ACLD/ANTHRANILIC AC1D/
2257 DO1ETHYL ETHER 112 l.48 1.41 A C7H7N102 O-AMINOBENZOLIC ACIO/ANTHRANILIC AClO/
2258 DLETHYL ETKHER 46 12 0.05 0.17 A C7HTN1O2 O-AMINOBENZO1C ACI0/ANTHRANILIC AC1D/
2259 CHCL3 112 12 0.57 1.73 4 C7HTN1O2 O-AMINOBENZOIC AC1O0/ANTHRANILIC AClO/
2260 CHCL3 29 25 -1.15 0.27 A CTHTNIO2 O-AMINOBENZO1C ACIO/ANTHRANILIC AC1D/
2261 BENZENE T2 =0.27 1.11 A C7HTN1O2 0-AMINOBENZOIC AC1O/ANTHRANILIC AC10/
2262 1-BUTANOL 4 1.18 1.15 CTHTN102 O-AM1NOBENZO1C ACLID/ANTHRANILIC ACID/
2263 OCTANDL 65 0.68 0.68 = CTHTN102 P-AMINOBENZO1C AClO
2264 O1ETHYL ETFER 3 0.88 0.89 A C7HTN102 P-AMINOBENZOIC ACLD
2265 1-BUTANOL 4 0.89 0.75 CTHTNL1O2 P-—AMINOBENZOIC AC1D
2266 OCTANOL 186 1.28 1.28 = C7HTN1O2 O-HYOROXYBENZAMIOE/SAL1CYLAMIOE/
2267 OILS 173 0.45 1.60 A C7H7N1O2 O-HYDROXYBENZAM1OE/SAL ICYLAMIDE/
22¢8  OILS 224 12 1.15 CTHTN102 O-HYOROXYBENZAMLOE/SAL ICYLAMIOE/
2269 O0OlILS 82 0.4l 1.56 A CT7HTN1O02 O-HYOROXYBENZAMIDE/SALICYLAMIOE/
2270 O01LS 293 0.34 1.50 A C7H7N102 0-HYDROXYBENZAM1OE/SAL 1CYLAMIDE/
2271 0OILS 70 12 118 2.23 A C7HTN1D2 O-HYOROXYBENZAMLDE /SAL ICYLAMIOE/
2272 OLEYL ALCOFOL 82 0.77 1.33 CTHTNLO2 O-HYOROXYBENZAMIOE /SALICYLAMIOE/
2273 CHCL3 318 2.01 1.49 8 C7H7N102 1-NI1COTINIC ACID,METHYL ESTER
2274 OCTANOL 10 2.45 2.45 = CT7THTN1O2 M-NI1TROTOLUENE
2275 OCTANOL 301 2440 2.40 = CT7H7NLO2 M-NITROTOLUENE
2276 OCTANOL 301 2.30 2.30 = CTHT7N102 0-N1TROTOL UENE
2277 OCTANOL 10 2.37 2437 = CTHTNLG2 P-N1TROTOLUENE
2278 OCTANOL 301 2.42 2.42 = (CTHTN102 P-N1TROTOLUENE
2279 OCTANOL 56 1.08 1.08 = C7H7NIO2 0-PHENYL CARBAMATE
2280 N-HEPTANE 370 14 -1.04 C7THTN1O3 P-AMINOSAL 1CYLIC AClO
2281 OCTANDL 10 2.16 2.16 = CTHTN1O3 M-N1TROAN1SOLE
2282 OCTANOL 10 2.03 2.03 = CT7HTN103 P-N1TROANISOLE
2283 OCTANOL 10 1.21 1.21 = C7H7N103 M=N1TROBENZYL ALCOHOL
2284 OCTANOL 10 1.26 1.26 = C7THTN103 P-NITROBENZYL ALCOHOL
2285 I-0CTANOL 353 =2.62 CTHTNALO2 SOD1UM GUAICOLATE
2286 OCTANOL 10 2.69 2.69 = CTHB TOLUENE
2287 OCTANOL 56 2.73 2.73 = C7HB TOLUENE
2288 OCTANOL 309 2.11 2.11 = C7HB TOLUENE
2289 OCTANOL 301 2.80 2.80 = C7HB TOLUENE
2290 N-HEPTANE 310 2.85 C7HB TOLUENE
2291 OCTANOL 218 =0.07 =-0.07 = C7HBCLLIN304S2 HYORDCHLOROTH1 AZ 10E
2292 BENZENE 72 Q.51 0.91 8 C7HBN201 P—N1TROSOMETHYLANIL INE
2293 OCTANOL 56 0.83 0.83 = (C7HBN201 PHENYLUREA
2294 OCTANOL 235 0.82 0.82 = (C7HBN201 PHENYLUREA
2295 OLlETHYL ETHER 3 0.04 0.81 8 C7HBN201 PHENYLUREA
2296 OIETHYL ETEER 113 -0.26 =-0.10 A C7HBN20l PHENYLUREA
2297 CHCL3 113 12 -0.72 -0.07 N C7HBN201 PHENYLUREA
2298 OCTYANOL 235 0.73 0.73 = CT7HBN2S1 PHENYL THIOUREA
2299 OLlETHYL. ETFHER 248 0.23 0.32 A CT7HBN2S1 PHENYL THIOUREA
2300 CHCL3 248 0.54 1.10 N C7HBN2S1 PHENYLTHIOUREA
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NO. SOLVENT REF FOOT LOGP LOGP EMPIRICAL NAME
NOTE SOLV ocT FORMULA

2301 OCTANOL 226 1.04 1.04 = C7HBN4O1S1 §—HYOROXYP1COL INALOEHYOE THIOSEMICARBAZONE(107392)
2302 OCTANOL 65 1.04 1.04 = (C7HBN4O1S1 §—HYOROXYP1COL INALOEHYDE THIOSEMICARBAZONE(107392)
2303 OCTANOL 218 =0.78 =-0.78 = CTHBN4O2 THEOBROMINE/ 3y 7-0OLMETHYL XANTHINE /
2304 CHCL3 254 -0.40 -0.45 8 CTHBN4OD2 THEOBROMINE/ 3y 7-0O1METH YL XANTHINE/
2305 CHCL3 322 -0.91 -0.85 8 CT7HBN402 THEOBROMINE/ 3y 7-O1METHYL XANTHINE/
2306 O01tS 371 12 0.19 1.36 A C7HBN40D2 THEOBROMINE/3, 7T-O1METHYL XANTHINE /
2307 OCTANOL 218 =0.02 -0.02 = CT7HBN4OD2 THEOPHYLLINE/I+3-0IMETHYLXANTHINE/
2308 CHCL3 254 =0.52 =-0.54 B CTHBN402 THEOPHYLLINE/1+3-0IMETHYLXANTHINE/
2309 CHCL3 322 12 -0.86 =-0.80 B CT7HBN4O2 THEOPHYLLINE/1,3-0IMETHYLXANTHINE/
2310 O1ILS 371 12 0.21 0.46 8 CTHBN4D2 THEOPHYLL INE/ 14 3-01METHYL XANTH1NE/
2311 CCL4 234 12 -2.70 CTHBN402 THEOPHYLLINE/143-0IMETHYLXANTHINE/
2312 N-FEPTANE 254 -1.70 C7HBN402 THEOPHYLLINE/143-01METHYLXANTHINE/
2313 OCTANOL 10 2.11 2.11 = C7HBOl1 AN1SOLE
2314 OCTANOL 309 2.04 2.04 = (C7HBO1 AN1SOLE
2315 O1ETHYL ETFER 323 50 2.46 2.27 A CT7HBOL AN 1SOLE
2316 CYCLOHEXANE 358 2.30 C7HBOL AN]ISOLE
2317 OCTANOL 10 1.10 1.10 = (C7HBO1 BENZYL AtCOHOL
2318 CYCLOHEXANE 141 -0.62 C7HBO1 BENZYL ALCOHOL
2319 HEXANE 372 -0.76 C7HBO1 BENZYL ALCOHOL
2320 OCTANOL 10 1.96 1.96 = (C7HBO1 M—METHYLPHENOL /CRESOL/
2321 OCTANOL 301 2,01 2,01 = (7H801 M—-METHYLPHENOL /CRESOL/
2322 DIETHYL ETFER 329 1.80 1.70 A C7HBO1 M-METHYLPHENOL /CRESOL /
2323  CYCLOHEXANE 124 -0.30 C7HBO1 M-METHYL PHENOL /CRE SOL /
2324 CYCLOHEXANE 132 -0.15 C7HBO01 M-METHYL PHENOL /CRESOL /
2325 CYCLOHEXANE 328 -0.20 C7HBO1 M-METHYL PHENOL /CRESOL /
2326 CYCLOHEXANE 133 -0.10 C7HBO1 M-METHYLPHENOL /CRESOL/
2327 OILS 324 1.29 2.37 A C7HBOl M-METHYL PHENOL /CRESOL /
2328 OILS 327 1.21 2.28 A CT7HBOL M-METHYLPHENOL /CRESOL /
2329 BENZENE 324 45 0.88 2.24 A CTHBOI1 M—METHYLPHENOL /CRESOL /
2330 N-BUTYL ACETATE 331 2.19 1.98 C7HBO1 M-METHYLPHENOL /CRESOL /
2331 METH. OECANOATE 124 1.83 2.29 C7HBO1 M-METHYLPHENOL /CRESOL /
2332 N-HEPTANE 310 -0.35 C7HBO1 M-METHYLPHENOL /CRESOL/
2333 OLEYL ALCOHOL 124 1.79 2.34 C7HBO1 M-METHYLPHENOL /CRESOL /
2334 PARAFFINS 327 -0.51 C7HBO1 M-METHYLPHENOL /CRESOL/
2335 OCTANOL 216 1.95 1.95 = (C7HBO1 O-METHYLPHENOL
2336 CYCLOHEXANE 124 0.04 C7HBO1 O-METHYLPHENOL
2337 CYCLOHEXANE 132 0.13 C7HBO1 O-METHYLPHENOL
2338 CYCLOHEXANE 325 0.10 C7HBO1 O-METHYLPHENOL
2339 CYCLOHEXANE 133 0.20 C7HBO1 O-METHYLPHENOL
2340 OILS 327 1l.34 2.49 A (C7HBO1 0-METHYL PHENOL
2341 N-BUTYL ACETATE 331 2.20 1.98 C7HBO1 O-METHYL PHENOL
2342 METH. OECANOATE 124 1.93 2440 C7HBO1 O-METHYLPHENOL
2343 N-HEPTANE 310 -0.05 C7HBO1 O-METHYLPHENOL
2344 OLEYL ALCOHOL 124 1.81 2.36 C7HBO1 O-METHYLPHENOL
2345 PARAFFINS 327 -0.14 C7HBO1 O-METHYLPHENOL
2346 OCTANOL 10 1.94 I.94 = C(7HBO1 P-METHYLPHENOL
2347 OCTANOL 301 1.92 1.92 = (C7HBOL P—METHYL PHENOL
2348 CYCLOHEXANE 132 -0.10 C7HBO1 P—METHYLPHENOL
2349 CYCLOHEXANE 325 -0.19 C7H801 P-METHYLPHENOL
2350 OILS 327 1.21 2.28 A C7HBO1 P—METHYL PHENOL
2351 N-BUTYL ACETATE 331 2.28 2.10 C7HBO1 P—METHYL PHENOL
2352 N-HEPTANE 310 -0.35 C7HBO01 P-METHYLPHENOL
2353 OLEYL ALCOHOL 124 1.80 2.35 C7HBO1 P=METHYL PHENOL
2354 PARAFFINS 327 -0.58 C7HBO1 P—METHYLPHENOL
2355 OLlETHYL ETEER 332 1.23 1.20 A (C7HBO02 BENZENEy 19 2-01HYOROXYy 4~METHYL
2356 O0OI-8UTYL ETHER 332 0.50 C7HBO2 BENZENE, 1, 2-0 IHYOROX Yy 4~METHYL
2357 O01-1-PR. ETHER 332 0.94 1. 64 C7HB02 BENZENEy 19y 2-0IHYOROXYy 4—METHYL
2358 OCTANOL 10 0.49 0.49 = (7HBO2 M-HYOROXYBENZYL ALCOHOL
2359 OCTANOL 10 0.25 0.25 = C7HBO2 P-HYOROXYBENZYL ALCOHOL
2360 OCTANOL 276 0.73 0.73 = (T7HBO2 O-HYOROXYBENZYLALCOHOL
2361 OCTANOL 10 1.58 1.58 = C7HBO2 M-METHOXYPHENOL
2362 OLEYL ALCOHOL 124 1.15 1.70 C7HBO2 M-METHOXYPHENOL
2363 D1ETHYL ETHER 323 1.36 1.31 A C7HBO2 O-METHOXYPHENOL/GUALACOL/
2364 0l1LS 224 12 I.48 2.53 A CTHBO2 O-METHOXYPHENOL/GUAIACOL/
2365 OILS 327 0.96 2.06 A C7HBO2 O-METHOXYPHENOL/GUAIACOL/
2366 OLEYL ALCOHOL 124 1.15 1.70 C7HBO2 O-METHOXYPHENOL/GUAIACOL/
2367 PARAFFINS 327 0.30 C7HB02 O-METHOXYPHENOL /GUA1ACOL/
2368 OCTANOL 10 1.34 1.34 = (C7HBO2 P—-METHOXYPHENOL
2369 O]1ETHYL ETFKER 323 1.36 1.31 A C7HB02 P—METHOXYPHENOL
2370 CYCLOHEXANE 56 -1.08 C7HBO2 P-METHOXYPHENOL
2371 OLEYL ALCOHOL 124 1.00 1.56 C7HB02 P—METHOXYPHENOL
2372 OCTANOL 186 0.47 0.47 = (C7HBO2S1 SULFONEy METHYLPHENYL
2373 OCTANOL 56 0.50 0.50 = (7HB02S1 SULFONEy METHYLPHENYL
2374 OCTANOL 349 2.33 2.33 = (7HBO2S1 THIOPHENEy 2-CARBOXYLIC ACIOy ETHYL ESTER
2375 OCTANOL 349 1.52 1.52 = (7HBO3 FURDIC ACIOs ETHYL ESTER
2376 OlETHYL ETHER 113 50 1.72 1.62 A C7HBO3S1 BENZENESULFONIC AC10s METHYL ESTER
2377 CHCL3 113 2.98 3.39 N C7HBO3S1 BENZENESULFON1C AC10sy METHYL ESTER
2378 OCTANOL 56 2.74 2.74 = CTHBS1 METHYLTH10BENZENE
2379 BENZENE 311 6 -0.20 C7H98102 M-METHYLPHENYLBORONIC AClO
2380 BENZENE 311 6 =-0.16 C7H98102 O-METHYLPHENYL BORONIC ACIO
2381 BENZENE 311 6 -0.19 C7H98102 P-METHYLPHENYLBORONIC ACIO
2382 BENZENE 311 6 0.17 C7H98102S51 P-METHYLTH1O0PHENYLBORONIC ACIO
2383 BENZENE 311 6 =0.43 C7H98103 P-METHOXYPHENYLBORON1C AClO
2384 OCTANOL 373 -2.02 -2.02 = CT7H9CLIN201 N1-METHYLNICOT INAMIOE CHLORIOE
2385 OCTANOL 312 1.82 1.82 = (C7HONL ANILLINEy N—-METHYL
2386 OCTANOL 218 I.66 1.66 = C7HINL ANILINEsN-METHWL
2387 CYCLOHEXANE 337 1.23 CTHIONL ANILINEyN-METHYL
2388 OCTANOL 255 1.09 1.09 = C7H9NL BENZYLAMINE
2389 OI1ETHYL ETEER 3 0.28 1.11 B C7HONL BENZYLAMINE
2390 OIETHYL ETHER 46 0.32 I.14 8 C7H9NL BENZYLAMINE
2391 O]ETHYL ETHER 374 0.36 l.14 B CTH9NL BENZYLAMINE
2392 CHCL3 46 l.18 0.78 8 CTHONL BENZYL AMINE
2393 BENZENE 315 0.61 0.97 8 CT7HONI BENZYL AMINE
2394 1-BUTANOL 4 0.98 0.87 C7THONL BENZYL AMINE
2395 XYLENE 46 0.30 0.86 8 C7HONL BENZYL AMINE
2396 N-HEPTANE 318 -0.21 CTHONL BENZYL AMINE
2397 CHCL3 280 2.30 C7THINL 2y 6-tUTIOINE
2398 OCTANOL 10 1.40 1l.40 = C7H9NL M-TOLUTOINE
2399 OCTANOL 301 l.43 1.43 = C7H9NL M-TOLUIOINE

2400 CYCLOHEXANE 337 0.64 CTHINL M-TOLUIOINE
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NO. SOLVENT REF FOOT LOGP LOGP EMPIRICAL NAME
NOTE SOLV ocT FORMULA

2401 CYCLOHEXANE 314 0.58 CTHONL M~TOLUIOINE

2402 BENZENE 314 1.50 1.59 8 C7HO9NL M-TOLUIOINE

2403 BENIENE 313 1.51 . 1.60 8 C7HONL M-TOLUIOINE

2404 BENZENE 72 1.28 1.43 8 CTHINL M-TOLUIOINE

2405 (CL4 314 1.15 CTHONL M-TOLU IOINE

2406 N=HEPTANE 310 0. 54 CTHONL M-TOLUIOINE

2407 N-HEPTANE 314 0.45 CTHONL M=-TOLUIOINE

2408 OCTANE 314 0.35 CTH9NL M-TOLUIOINE

2409 OCTANOL 312 1.29 1.29 = (CTHINL O-TOLUIOINE

2410 OCTANOL 301 1.32 1432 = (THONL O-TOLU10INE

2411 CYCLOHEXANE 337 0.67 CTHONL O-TOLU10INE

2412 .CYCLOHEXANE 314 0.61 CT7THONL O-TOLUIOINE

2413 BENLZENE 314 1.53 1.61 B CT7HINL O-TOLUIOINE

2414 BENZENE T2 1.13 1431 8 CTHINL 0-TOLUIOINE

2415 CCL4 314 1.18 C7HONL O-TOLUIOINE

2416 N-HEPTANE 310 0.55 CT7HON1 0-TOLUIOINE

2417 N-HEPTANE 314 0.47 C7HON1 O-TOLU1O0INE

2418 OCTANE 314 0.37 CTHONL O-TOLUIOINE

2419 HEXADECANE 314 0.38 CTHINIL O-TOLUIOINE

2420 OCTANOL 10 1.39 1.39 = C7H9NL P-TOLUIDINE

2421 OCTANOL 301 le4l l.41 = CT7HONL P-TOLUIOINE

2422 CYCLOHEXANE 337 0.58 CTHINL P-TOLUIOINE

2423 CYCLOHEXANE 314 0.55 CTHONL P-TOLUIOINE

2424 CHCL3 254 1.99 1.43 8 C7HINL P-TOLUIOINE

2425 BENZENE 314 1.43 1.54 8 CT7H9NL P-TOLU1O0INE

2426 BENZENE 313 1.49 1.58 8 CT7H9N1 P-TOLUIOINE

2427 BENZENE 72 1le38 1.52 8 CTH9NL P-TOLUIOINE

2428 BENZENE 378 1.70 1473 8 CTHINL P-TOLUIOINE

2429 (CL4 329 l.14 1.07 8 CT7HONL P-TOLUIOINE

26430 CCL4 314 1.11 C7HONL P-TOLUIOINE

2421 N-HEPTANE 310 0.48 CTHONL P-TOLUIOINE

2432 N-HEPTANE 254 0.51 CTHONL P-TOLUIOINE

2433 N-HEPTANE 314 0s44 C7HINL P-TOLUIOINE

2434 HEXANE 314 0.41 CTHINL P-TOLYIOINE

2435 HEXANE 375 0.54 CTHONL P-TOLUIOINE

2436 OCTANE 314 0.33 CTHINL P-TOLUIOINE

2437 PARAFFINS 316 0.30 CTHINL P-TOLUIOINE

2438 HEXAOECANE 314 0.36 CTHINI P-TOLUIOINE

2439 OECANE 314 0.37 C7HONL P-TOLU1O0INE

2440 OCTANOL 10 -0.05 -0.05 = C(C7H9NIOL M-AMINOBENZYL ALCOHOL

2441 OCTANOL 312 0.93 0.93 = (C7H9N1O1 M-METHOXYANILINE/M-AN1SIOINE/
2442 O0OCTANOL 10 0.93 0.93 = (CT7HINLO1L M-METHOXYANIL INE/M-AN1SIOINE/
2443 CYCLOHEXANE 314 -0.13 CTHON101 M-METHOXYANILINE/M-AN1SI10INE/
2444 BENZENE 314 1.12 1.32 8 C7H9N1O1 M-METHOXYANIL INE/M-ANISIOINE/
2445 CCL4 314 0.63 CTHON1O1 M-METHOXYANIL INE/M-ANISIOINE/
2446 N-HEPTANE 314 -0.28 C7HIN101 M-METHOXYANIL INE/M-AN1SIOINE/
2447 HEXAOECANE 314 -0.33 CTHON101 M-METHOXYANIL INE/M-AN1SIOINE/
2448 OCTANOL 312 0.95 0.95 = (C7H9NL1O1 O-METHOXYANIL INE/O-ANISIOINE/
2449 CYCLOHEXANE 314 0.52 C7HIN101 O-METHOXYAN1L INE/O-ANISIOINE/
2450 BENZENE . 314 1.59 1.65 8 CTH9N1O1 O-METHCXYANIL INE/O-ANISIOINE/
2451 CCL4 314 1.22 CTHIN1O1 O-METHOXYANILINE/O-ANIS1O0INE/
2452 N-HEPTANE 314 0.39 C7HIN1O1 O-METHOXYANILINE/O-ANISIOINE/
2453 HEXAOECANE 314 0.33 CTHON1O1L O-METHOXYAN1L INE/O-AN1S10INE/
2454 OCTANOL 312 0.95 0.95 = C7H9NLOL P-METHOXYANIL INE/P-AN1SIOINE/
2455 CYCLOHEXANE 314 =0.41 CTHON101 P-METHOXYANIL INE/P-ANISIOINE/
2456 BENZENE 314 0.87 1.15 8 C7H9N1O1 P—METHOXYAN1L INE/P-AN1SIOINE/
2457 BENZENE 72 0.78 I.09 8 C7H9NLOL P—METHOXYANIL INE/P-ANTS101NE/
2458 CCL4 314 0.38 C7HON1O1 P-METHOXYANIL INE/P-AN]1 SIOINE/
2459 N-HEPTANE 314 -0.54 CTHON1O1 P—METHOXYAN1L INE/P-ANISIOINE/
2460 HEXADECANE 314 -0.54 C7H9N101 P-METHOXYAN 1L INE/P-AN1S10INE/
2461 O1ETHYL ETFER 113 0.80 0.81 A C7H9N102S1 BENZENESUL FONAM10E,N-METHYL
2462 CHCL3 113 1.31 1.84 N C7HIN102S1 BENZENESULFONAM1DE s N-METHYL
24¢3 OCTANOL 217 07 0.85 0.85 = C7H9N102S1 M—METHYLBENZENESULFONAMIOE
2464 CHCL3 217 07 0.32 0.85 N C7H9N102S1 M-METHYLBENZENESUL FONAMIOE
2465 OCTANDL 217 07 0. 84 0.84 = C7H9N102S1 O-METHYLBENZENESULFONAM1OE
2466 CHCL3 217 07 0.46 0.96 N C7H9NLO02S1 O-METHYLBENZENESUL FONAM10E
2467 OCTANOL 217 07 0.82 0.82 = C7H9N102S1 P—METHYLBENZENESULFONAMIOE
2468 CHCL3 217 07 0.33 0.86 N C7H9NL02S1 P-METHYLBENZENESULFONAM]OE
2469 OCTANOL 217 07 0.47 0.47 = C7HONIO3S1 P-METHOXYBENZENESULFONAMIOE
2470 CHCL3 217 07 0.15 0.70 N C7H9N103S1 P-—METHOXYBENZENESULFONAMIOE
2471 OIETHYL ETFER 113 0.37 0.44 A CTHIN302S2 SULFATHI0CARBAM]OE

26472 CHCL3 113 -0.78 -0.12 N C7H9N302S2 SULFATHIOCARBAMIOE

2473 OIETHYL ETFER 113 -1.25 -0.98 A CT7H9N303S1 SULFACARBAMIOE

2474 CHCL3 113 15 -2.16 =-1.41 N CTH9IN303S1 SULFACARBAMIOE

2475 CHCL3 322 -0.14 -0.24 B CTHINS 6—-0IMETHYLAMINOPURINE

2476 BENZENE 311 6 -1.83 C7H1081N102 PHENYLBORON1C ACIO,3-AMINO,4-METHYL
2477 OCTANOL 341 60 0.39 0.39 = C7HION2 N-METHYL-3-PYRIOYLMETHYLAMINE
2478 OCTANOL 341 60 -0.11 -C.l1 = (C7HION2 3-PYR1OYLETHYL AMINE

2479 OCTANOL 217 32 0.08 0.08 = CT7H1ON202S1 P-METHYLAMINOBENZENESULFONAMIOE
2480 CHCL3 217 32 -0.59 0.03 N C7H1O0N2D2S1 P-METHYL AMINOBENZENESUL FONAM10E
2481 OCTANOL 56 =1.22 -1.22 = CT7TH10N40251 SULFAGUANI1DINE

2482 OlETHYL ETHER 113 -2.61 =-1.47 8 CT7H1ON402S1 SULFAGUANIDINE

2483 CHCL3 343 2 =2.00 -1.26 N CT7TH1ON40251 SULFAGUANIOINE

2484 CHCL3 113 12 -3.20 -2.38 N C7H10N402S1 SULFAGUANIOINE

2485 BENZENE 343 2 -le47 =-0.47 8 CTHION4OD2S1 SULFAGUANLDINE

2486 1-PENT. ACETATE 343 2 -1.52 -1.75 CTH1ON402S51 SULFAGUANIDINE

2487 CCL4 343 2 =3.00 =-3.37 N C7H10N40251 SULFAGUANLD INE

2488 N-BUTANOL 194 0.07 =-0.46 C7H1006 8-CARBOXYAOIPIC AClO

2489 ETHYL ACETATE 194 -0.50 =-0.62 C7H1006 B8-CARBOXYAOLP1IC AClO

2490 CYCLOHEXANONE 194 0.13 C7TH1006 B-CARBOXYADLPIC AClO

2491 2-BUTANONE 194 0.00 -0.68 C7H1006 B8-CARBOXYADLIPLIC ACID

2492 ME-1-BUT.KETONE 194 -0.83 -2.35 C7TH1006 8-CARBOXYAOLPIC AClO

2493 OCTANOL 348 -0.40 =-0.40 = C7HL11N102 N-ACETYLCYCLOBUTANECARBOXAMLOE
2494 CHCL3 67 -1.18 C7H11N103 ACETYL PROL INE

2495 HEXANE 376 ~0.59 C7H11N1O3 N-METHYLCARBAMIC ACIOy2y3-D1HYORO-2-MEFURANYL ESTER
2496 ETHYL ACETATE 67 -1.36 -1.52 C7TH11N105 GLUTAMIC AC1OyLyN-ACETYL

2497 CHCL3 265 -0.70 =0.05 N C7H12N202 CYCLOHEPTANEOIONE OIOXIME
2498 OCTANOL 134 1.01 1.01 = (C7H12N401S1 3-METHIO-4-AMINO-6-1-PR-1,2,4-TR1AZINE-5-ONE
2499 OCTANOL 134 0.93 0.93 = (7H12N4O1S1 3-METH]10-4-AMINO-6-N-PR-192,4-TRI1AZ1NE-5-0ONE
2500 OCTANOL 134 -0.06 -0.06 = CTH12N402 3-METHOXY-4—AMINO-6-1-PR-1,2,4-TR1AZ INE-5-0ONE
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NO.

2501
2502
2503
2504
2505
2506
2507
2508
2509
2510
2511
2512
2513
2514
2515
2516
2517
2518
2519
2520
2521
2522
2523
2524
2525
2526
2527
2528
2529
2530
2531
2532
2533
2534
2535
2536
2537
2538
2539
2540
2541
2542
2543
2544
2545
2546
2547
2548
2549
2550
2551
25¢2
2553
2554
2555
2556
2557
2558
2559
2560
2561
2562
2563
2564
2565
2566
2567
2568
2569
2570
2571
2572
2573
2574
2575
2576
2577
2578
2579
2580
2581
2582
2583
2584
2585
2586
2587
2588
2589
2590
2591
2592
2593
25%4
2565
2556
2597
2598
2599
2600

SOLVENT

OCTANOL
OIETHYL ETKFER
I-BUTANOL
OIETHYL ETHER
OIETHYL ETHER
OIETHYL ETHER
OIETHYL ETFER
N-BUTANDL
I-BUTANOL
ETHYL ACETATE
OIETHYL ETHER
o1Ls

OILS

OILS

OIETHYL ETFER
1-BUTANOL
o1Ls$

OLEYL ALCOHOL
OCTANOL

CHCL3

CHCL3

0C TANOL
OCTANOL
OIETHYL ETHER
PARAFFINS
XYLENE

o1Ls

OCTANE
OOOECANE
HEXAOECANE
OCTANOL
1-BUTANOL
OCTANOL

CCL4

OILS

OILS

0OILS

N-BU TANOL
OCTANOL
OIETHYL ETHER
OILS

OCTANE
OOOECANE
HEXAOECANE
OlETHYL ETHER
01ts

o1Ls

olLs

OILS

o1Ls

O1ETHYL ETFHER
XYLENE
OCTANOL
OCTANOL
OCTANOL
CYCLOHEXANE

C YCLOHEXANE
OCTANOL
OCTANOL
OCTANOL
OCTANOL
CYCLOHEXANE
CYCLOHEXANE
OCTANOL
OCTANOL
CYCLOHEXANE
CYCLOHEXANE
CYCLOHEXANE
OCYANOL
OCTANOL
O0CTANOL
OCTANOL
CYCLOHEXANE
OCTANOL
CYCLOHEXANE
CYCLOHEXANE
OCTANOL
OCTANOL
CYCLOHEXANE
OCTANOL
OCTANOL
OCTANOL
CYCLOHEXANE
CYCLOHEXANE
0CTANOL
CYCLOHEXANE
OCTANOL
CYCLOHEXANE
OC TANOL
CYCLOHEXANE
CYCLOHEXANE
CYCLOHEXANE
CYCLOHEXANE
CYCLOHE XANE
OCTANOL
CYCLOHEXANE
OCTANOL

CHCL3

BENZENE
BENZENE

REF FOOT

255

3

4
212
212
207
194
194

296

260
134

241

298
206
379
379
206
206
206
206
379
379
206
206
379
379
379
206
206
206
206
379
206
379

379

206
206
379
206
235
206
379
379
218
141
141
141
141
141
141
141
141
141
206
379

279
380
279

NOTE

12

47
41

12

46
44

46

19

19

19

19

19
19
19

19
19
19

19

19
19

19

LOGP
soLv

1.50
1.04
1.22
0.17
0.18
0.14
0.04
0.77
0.86
0.43
~0.66
~1.15
~I.15
~0.64
-3.51
-1.09
0.52
. 0.81
0.24
~1.48
=1l.34
1.00
0.30
=1.92
~1l.02
l.24
1.69
-0.13
-0.18
-0.29
=0.17
-l.4l
0.63
0.32
-0.38
-0.59
-0.81
-0.77
-0.25
-1.03
1l.34
0.93
0.86
0.77
-0.07
~0.96
0.05
0.18
0.65
0.10
1.30
1.34
=2.60
4.20
4.81
-0.26
0. 94
3.97
4.08
3.78
3.87
0.57
0.42
4.15
3.21
~0.74
-0.06
0.37
2.87
3.49
3.49
3.99
0.30
3.89
-1.10
-0.82
3.57
3.39
=-0.31
2.93
4.62
2.68
~1.70
-0.10
3.34
l.66
2.23
1.49
2.53
2.68
2.76
3.12
0.31
0.87
2.67
-0.95
2.95
1.73
l.60
1.62

oGP
ocT

I.50
1.03
1l.21
0.26
0.27
0.24
0.14
0.58
0.70
0.41
~0.46
-0.51
0. 14
0.65
-1.90
-2.04
1.66
1.37
Q.24

1.00
0+30
-0.82

3.13
2.72

=-0.17
-2.48
0.63

0.84
0.65
0.45
-1.59
-0.25
0.04
2.41

0.05
0.37
Q.48
0.58
0.98
0.52
2.02
2.09
=2.60
4.20
4.81

3.97
4.08
3.78
3.87

2.87
3.49
3.49
3.99

3.89
3.57
3.39
2,93
4,62
2.68
3.34
2.23

2.67

2.95
2.79
2.95
2496

P |

> P> >

-3 _N--3» 2

»

Il NP> >

L/ I | [] HWun

ll

b |

EMPIRIC AL
FORMULA

C7H1201
C7TH1204
CTHI204
C7H1204
C7H1204
C7H1204
C7H1204
C7H1204
C7H1204
C7H1204
C7H1205
C7H1205
C7TH1205
C7H1205
C7H1206
C7H1206
CTH138R1IN202
C7H138R1N202
C7H13N101
C7H13N103
C7TH13N10351
C7H13N1S1
C7H13NS501
CTHI4N202
CTH14N2S1
C7H1402
C7H1402
C7H1402
C7H1402
C7H1402
C7TH1404
C7TH1406
CTH15CL2N202P1
C7H15N101
C7H15N101
C7H1SN101
C7TH1I5N102
C7TH16CL1IN102
C7TH16N102
CTH16N202
C7H1601
C7H1601
C7H1601
C7H1601
C7TH1603
C7H1603
C7TH160482
CTH160482
C7TH160482
CTH160482
CTHL7NL
CTHI7TNL
C7H1B811N1
C7H18S11
CBH1BR4F3N2
CBH1CL2F3N404
CBHLICL4F3N2
CBHL1CL4F3N2
CBH2BR3F3N2
CBH2CL3F3N2
CBH2CL3F3N2
CBH2CL3F3N2
CBH2CL3F3N2
CBH3BR2F3N2
CBH3CL1F3N302
CBH3CL1F3N302
CBH3CL1F3N302
CBH3CL1F3N302
CBH3CL2F3N2
CBH3CL2F3N2
CBH3CL2F3N2
CBH3CL2F3N2
CBH3CL2F3N2
CBH3F3N404
CBH3F3N404
CBH3F3N404
CBH4BR1F3N2
CBH4CL1F3N2
CBH4CLLF3N2
CBH4CL1F3N2
CBH4CLS
CBH4F3N302
CBH4F3N3D2
C8H4F3N302
CBH5BR1F3N101
CBHSBR1IN204
CBH5CL1N204
CBHSCL1IN204
CBHSCL2N102
CBHS5CL2N102
CBH5CL2N102
CBH5CL2N102
CB8HSF1N204
CBHSF1N204
C8H5F3N2
CBH5F3N2
CBH5F302
CBH5F30251
CBH5F30251
CBHSF30251

NAME

2-BUTANONE, 4-CYCLOPROP YL

DIETHYLMALONIC AC10

DIETHYLMALONIC ACIO

PIMELIC ACIO

PIMELIC ACIO

PIMELIC ACIO

PIMELIC AClO

PIMELIC ACIO

PIMELIC ACIO

PIMELIC ACIO

GLYCERYL OIACETATE

GLYCERYL OIACETATE

GLYCERYL OIACETATE

GLYCERYt OlACETATE

CYCLOHEXANECARBOXYLIC ACIOy143y445-TETRAHYOROXY/QUINIC/
CYCLOHEXANECARBOXYL1C AC1091435495-TETRAHYOROXY/QUINIC/
A—BROMO-A-ETHYLBUTYRLUREA/CARBROMAL /
A-BROMO-A-ETHYLBUTYRLUREA/CARBROMAL/
2-AZACYCLOOCTANONE

L-VALINE,ACETYL

L-METHIONINE,ACETYL

2-AZACYCLOOCTANTHIONE

6= 1-PROPYL-4—AMINO-3-MEAMINO-142,4-TR1AZIN-5-0NE
OIETHYLMALONIC ACIO OlAMIOE
N-BUTYLETHYLENETHIOUREA

I-AMYLACETIC ACIO

HEPTANOIC ACIO

HEPTANOIC ACIO

HEPTANOIC ACIO

HEPTANOIC ACIO

GLYCERYLMONOBUTYRATE/BUTYRIN/
A-METHYLGLUCOSIOE

CYTOXAN/CYCLOPHOSPHAMIOE/

OIETHYLPROPIONAMIOE

Ny N-DIMETHYLVALERAMIOE

N-ETHYLVALERAMIOE

Ny N-OLlETHYLLACTAMIDE

ACETYLCHOLINE CHLORI0E

ACETYLCHOL INE CATION

CARBAM1C ACIOyNyN-OLETHYLAMINOETHYL ESTER

HE PTANOL

HEPT ANOL

HEPT ANOL

HE PTANOL

GLYCEROL 1, 3-01ETHYL ETHER
GLYCEROLy 1y 3-0IETHYL ETHER
292-81 S (ETHYLSULFONYL) PROPANE /SULFONAL/
2y2-BIS(ETHYLSULFONYL ) PROPANE/SULFONAL/
2,2-81S(ETHYLSULFONYL ) PROPANE/ SULFONAL/

2y 2-81S(ETHYLSULFONYL [ PROPANE/SULFONAL/

HEPTYL AMINE

HEPTYL AMINE

TRIMETHYLBUTYLAMMONIUM 1001DE

S1LANEy BUTYL-TRIMETHYL
BENZIM10AZOLEy 495y 69 T-TETRABROMO-2-TRIFLUOROME THYL
BENZIMIOAZOLEy 2-TRIFLME-4y6-01CL-5+7-01N1TRO
BENZIM10OAZOLEy 495y 69 TTETRACHLORO-2-TRIFLUOROME
BENZIMIQAZOLEy 495y 69 7-TETRACHLORO-2-TR1FLUOROMETHYL
BENZIMIOAZOLEy 49 59 6-TRIBROMO-2-TR1FLUOROME THYL
BENZLIMIOAZOLEy 4959 7T-TRICHLORO-2-TRIFLUOROMETHYL
BENZIMI0OAZOLEy 495y 6-TRICHLORO-2-TR1FLUOROMETHYL
BENZIM10AZOLEy 4y 5y 6—-TR ICHLORO-2-TRIFLUOROMETHYL
BENZIM10AZOLEy 2-TRIFLUOROME-4,64 7-TR1CHLOROD
BENZIMIQAZOLEy 2-TR]IFLUOROMETHYL—-5y 6~01BROMO
BENZ 1M 10AZOLEy 5-CHLORO-6-NITRO-2-TR]1FLUOROME
BENZ1M10AZOLEy 2-TR1FLME=-4y CHLORO-6-N1TRO
BENZ1M10AZOLEy 2-TRIFLME-6-CHLORO-5-N1TRO
BENZIMIOAZOLEy 2-TRIFLME-6-CHLORO-4-N1TRO

BENZ IMIOAZOLEy 2-TRIFLUOROME-447-01CHLORD
BENZIM10AZOLEy 2-TR1FLUOROME=-4y5-01CHLORD
BENZ1MIOAZOLEy 2-TRIFL UOROME=-496-01CHLORO
BENZIM10AZOLEy 2-TR 1FLUOROME-S, 6~-01CHLORO
BENZIMIOAZOLE, 2-TRIFLUOROME=-4,5-01CHLORO

BENZ 1M10AZOLEy 2-TRIFLUOROME-546-0IN1TRO
BENZIM10AZOLEy 2-TR1FLUOROME-5,6-01N1 TRO
BENZIMIOAZOLEy 2-TRIFLUOROME=-446-01N1TRO
BENZIM10AZOL Ey 2-TR IFL UOROME-5-BROMO
BENZIMICAZOL Ey 2-TRIFLUOROME-5-CHLORO
BENZIM10AZOLEy 2-TRIFLUOROME=-5-CHLORD
BENZIMIOAZOLEy 2-TRIFLUROME-4-CHLORO
P-DI(TRICHLOROMETHYL ) BENZENE

BENZIM1CAZOLEy 2-TR1FLUOROME-5-N1TRO
BENZIM1DAZOLEy 2-TR1FL UOROME-S5-N1TRO
BENZIM1CAZOLE, 2~ TR IFLUOROME-4-N] TRO
BROMOBENZENE,P-TR1FLUORODACETAM1O00
STYRENE,2-BROMOy 5-N1TRO,B-N1TRO

STYRENEy 2-CHLORO-5-N1TRO-B8-N1TRO
STYRENEy2-CHLOROy5-NITRO,B8-N1TRO

STYRENEs 294-01CHLORO-B8-N1TRO
STYRENEy 3, 4-0ICHLORO,B8-N1TRO

STYRENEs 294~DICHLORO,8-N1TRO
STYRENEs 29 6-D1CHLORO,8-N1TRO
STYRENEy4-FLUOROy3-N1TRO,8-N1TRO
STYRENEy2-FLUORO,5-N1TRO,8-N1TRO
BENZIMI0AZOLEy 2-TRIFLUOROMETHYL

BENZIM10AZOLEy 2-TR1FLUOROMETHYL
M-TR1FLUOROMETHYLBENZOIC AC1O
THENOYL-TR]1FLUOROACETONE
THENOYL-TR1FLUOROACETONE
THENOYL-TR]1FLUORODACETONE
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NO.

2601
2602
2603
26C4
2605
2606
26C7
26C8
2609
2610
2611
2612
2613
2614
2615
2616
2617
2618
2619
2620
2621
2622
2623
2624
2625
2626
2627
2628
2629
2630
2631
2632
2633
2634
2635
2636
2637
2638
2639
2640
2641
2642
2643
2644
2645
2646
2647
2648
2649
2650
2651
2652
2653
2654
2655
2656
2657
2658
2659
2660
2661
26€2
26¢€3
2664
2665
2666
2667
2668
2669
2670
2671
2672
2673
2674
2675
2676
2677
2678
2679
2680
2681
2682
2683
2684
2685
2686
2687
2688
2689
2690
2691
2692
2693
2694
2695
2696
2697
2698
2699
2700

SOLVENT

CcCL4
HEXANE
0-0I1CL.
XYL ENE
TOLUENE
0C TANOL
OCTANOL
DIETHYL
CHCL3
0C TANOL
OLlETHYL ETFER
CYCLOHEXANE
CHCL3

olLs

OCTANOL
0CTANOL
OCTANOL
CYCLOHEXANE
CYCLOHEXANE
CYCLOHEXANE
OCTANOL
OCTANOL

OC TANOL
OCTANOL
OCTANOL
CYCLOHEXANE
CYCLOHEXANE
CYCLOHEXANE
OC TANOL
0CTANOL
OCTANOL
OCTANOL
CYCLOHEXANE
CYCLOHEXANE
CYCLOHEXANE
oILS

OCTANOL
0CTANOL
OCTANOL
OCTANOL
CYCLOHE XANE
CYCLOHEXANE
CYCLOHEXANE
OCTANOL
OCTANOL

0ILS

OIETHYL ETHER
OILS

OiL$

OCTANOL
OIETHYL ETFER
O1ETHYL ETHER
O1ETHYL ETFER
OIETHYL ETFER
1-BUTANOL
XYLENE

ETHER

ME-I-BUT.KETONE

S—PENTANOLS
CHCL3
OCTANOL
OCTANOL
oILS
OCTANOL
OCTANOL
OILS
OCTANOL
OCTANOL
OCTANOL
OCTANOL
CYCLOHEXANE
OILS
OCTANOL
OCTANOL
OILS
OCTANOL
CYCLOHE XANONE

ME-I-BUT.KETONE

CYCLOHEXANOL
OCTANOL
OCTANOL
OCTANOL
OCTANOL
OCTANOL
OCTANOL
OCTANOL
OCTANOL
OCTANOL
OCTANOL
CYCLOHE XANOL
OCTANOL
OCTANOL
OCTANOL
OCTANOL
OC TANOL
OILS
OCTANOL
OC TANOL
OCTANOL
OCTANOL
OCTANOL

BENZENE

REF

279
279
279

141
141
302

218
302
141
141
141
382
360
141
141
141
141
141
141
276
218
224

207

FOOT
NOTE

LOGP
soLv

1.30
0.68
1.59
1.58
1.60
1.48
1.56
0.31
0.23
1.15
1.03
-1.46
1.08
12 0.55
2.53
2.75
3.00
2.33
24 44
2.48
2.20
3.10
2444
2.57
2.85
2.24
2.33
2.52
1.85
2.81
2,81
2.42
1.61
1.74
1.94
24 3.55
0.84
1.80
1.82
1.89
0.72
0.89
1.01
1.63
2.67
0.52
0.80
l.47
12 2.00
1.66
le46
0.20
0.10
0.28
Q.86
-1.55
0.44
0.60
0.70
3.12
3.09
2.24
2437
2.31
12 1.86
2.10
2.22
2.45
3.22
1.44
1.99
2.09
2.12
1.38
2.03
3.00
2.32
2.46
2.02
1.99
2.80
3.03
1.65
1.50
1.55
1.48
I.26
le4l
1.82
1.86
1.82
2.78
2.62
2. 64
1.63
2.19
2.44
2.69
2.00
2.14

2.98
l.48
1.56
1.12
0.80
1.15
1.02

1.60
1.69
2.53
2,75
3.00

2.20
3.10
2.44
2.57
2.85

1.85
2.81
2.81
2442

4.42
0.84
1.80
1.82
I.89

1.63
2.67
0.88
0.82
l.61

1.66
1.39
0.29
0.20
0.37
0.70
0.10
0.41
0.38
1.85
3.12
3.09
2.29
2.37
2.31
2.88
2.10
2,22
2.45
3.22

2.08
2.09
2.12
2.48
2.03

2.02
1.99
2.80
3.03
1.65
1.50
1.55
1.48
1.26
1.4l

1.86
1.82
2.78
2.62
2.64
2.72
2.19
2.44
2.69
2,00
2.14
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EMPIRICAL
FORMULA

CBH5F302S51
CBHSF30251
CBH5F30251
CBHSF302S!1
CBHSF3D251
CBHSN102
CBHSN102
CBHSN1 02
CBHSN1 02
CBH5N102
CBHSN102
CBHSN102
CBHSN102
CBHSNI 02
CBHé
CBH6BRICLLO3
CBH6BR1INL
CBH6BRINLD2
CBH6BR1IN1O2
CBH6BR1INIO2
CBH6CLLF103
CBH6CL11103
CBH6CLLIN1O2
CBH6CLINLID2
CBH6CLLINLIO2
CBH6CLINLO2
CBH6CLIN1O2
CBH6CLINLOZ
CBH6CLLIN1OS
CBH6CL 203
CBH6CL203
CBH6F11103
CBH6FINIO2
CBH6F1N102
CBH6F1N102
CBH61203
CBH6N2
CBHON204
CBH6N204
CBH6N204
CBH6N204
CBHON204
CBH6N204
CBH6N40D4
CBH6O01
CBH602
CBH603
CBH603
CBH603
CBH604
CBH604
CBH604
CBH604
CBH604
CBH604
CBH604
CBH604
CBH604
C8H604
CBH6S1
CBH6S1
CBH78R101
CBH7BR102
CBH7BR102
CBH7BR102
CBH78R103
CBH7BR103
CBH7BR103
CBH7CL1IN2S1
CBH7CL101
CBH7CL1O01
CBH7CL102
CBH7CL102
CBH7CL102
CBH7CL103
CBH7CL103
CBH7CL103
CBH7CL103
CBH7CL103
CBH7CL103
CBH7CL2N102
CBH7CL2N102
CBHTF102
CBH7F102
CBH7F102
CBH7F103
CBHTF103
CBHT7F103
CBH7F103
CBHTF10451
CBHTF105S81
CBHTF503S51
CBH7I102
CBHTI102
CBHTI102
CBHTILO03
CBH7I103
CBH7I103
CBHTNL
C8HTNI

NAME

THENOYL TRIFLUOROACETONE
THENOYLTRIFLUOROACETONE
THENOYLTRIFLUORDACETONE
THEONYLTR1IFLUDROACETONE
THEDNYLTR1FLUOROACETONE
M-CYANOBENZOIC AClO
P-CYANOBENZO1C AC1D
INOOLEy2,3-010NE/1SATIN/
INOOLE, 2y 3-D10ONE/1SATIN/

PHTHAL IMIDE

PHTHAL 1M10E

PHTHAL IMIOE

PHTHAL IMIOE

PHTHAL1MIOE

BENZENE, ETHYNYL

PHENOXYACET1C AC10,3-BROMO-4-CHLORD
INOOLE, 5-BROMO
STYRENE s 4—BROMO,8-N1TRO
STYRENE,2-BROMO, 8-N1TRO

STYRENE, 3-BROMO,B-N1TRO
PHENOXYACET1C AC1D,3-CHLORCO-5-FLUORD
PHENOXYACETIC AC10,4-CHLORO-3-1000
STYRENEs 4—-CHLORO-8-N1TRO
STYRENE, 3-CHLORO-8-N1TRO
STYRENE, 2-CHLORO-B-N1TRO
STYRENEy4-CHLOROy8-N1TRO
STYRENEs 3-CHLORO,B-N1TRO
STYRENE, 2-CHLORO,8-N1TRO
PHENOXYACET1C AC1044=-CHLORO-3-N1TRO
PHENOXYACET1C AC1042,54-0ICHLORD
PHENOXYACETIC AC10,3y4-DICHLOROD
PHENOXYACETIC AC10,5-FLUORO-3-1000
STYRENEy 4-FLUDROyB-N1TRO,
STYRENEs 3-FLUORO,B8-N1TRO
STYRENE»s 2=FLUORO,B8-N1TRO

BENZO1C ACI10y4-0OHy3+95-01-1000yMETHYL ESTER
QU INOXALINE
STYRENE,2-N1TRO-8-NITRO

STYRENEy 3-N1TRO-8-N1TRO
STYRENE,4-NITRO-8-N1TRO
STYRENE»4-N1TRO, B-N1TRO
STYRENE,2-N1TRO,B8-N1TRO

STYRENEy 3-N1TRO,B-NITRO
1-METHYL=-5, 7T-0IN1TROBENZPYRAZOLE
BENZOFURAN

O-TOLUIC AC1D LACTONE/PHTHALIOE/
BENZOYL FORMIC AClO

P1PERONAL

P1PERONAL

M-PHTHAL1C ACIO

M—PHTHALIC AC10

0-PHTHALIC AC1O

0-PHTHALIC ACIO

0-PHTHAL1C AClO

0-PHTHALIC ACIlO

0-PHTHALIC AClO

0-PHTHAL1C AClD

0-PHTHALIC ACI1O

PIPERONYLIC ACIO
BENZOTHIOPHENE, (8)
BENZOTHIOPHENE, (8)
BROMOACETOPHENONE
M-BROMOPHENYLACETIC ACIO
P-BROMOPHENYLACETIC AC10
P-BROMOPHENYLACET1C AC10
PHENOXYACET1C AC10,2-8ROMO
PHENOXYACETIC AC I0,3-BROMO
PHENOXYACETIC AC10,4-8ROMO
BENZIMIDAZOL Ey 5~CHLORO=2-( METHYLTH10)
CHLOROACETEPHENONE
CHLOROACETOPHENONE
M-CHLOROPHENYL ACET IC AC1O
P-CHLOROPHENYLACET1C ACIO
P-CHLOROPHENYLACETIC ACLO

PHENOXYACET1C
PHENOXYACETIC
PHENOXYACETIC
PHENOXYACET1C
PHENOXYACETIC
PHENOXYACET IC

AC10,M-CHLORO
AC I0yM-CHLORO
AC10,M-CHLORO
AC104M-CHLORD
AC10,0-CHLORO
ACI0,P-CHLORD

N-METHYL-3, 4~0ICHLOROPHENYLCARBAMATE
N=METHYL-3, 5~0ICHLOROPHENYLCARBAMATE
M-FLUOROPHENYLACETIC AClO
O-FLUOROPHENYLACETIC ACIO
P-FLUOROPHENYL ACET IC ACIO
PHENOXYACET1C ACIO,M-FLUORD
PHENOXYACETIC AC10,0-FLUORO
PHENOXYACETIC ACIO,P-FLUORD
PHENOXYACETIC AC10,P-FLUDRD
P=FLUOROSUL FONYLPHENYLACETIC ACID
P-FLUDROSULFONYLPHENOXYACETIC ACIO
PHENOXYACET1C AC10,3-PENTAFLUOROTHIO
M- 1000PHENYLACETIC ACIO
P-1000PHENYLACETIC AClO
P-10DOPHENYLACETIC ACIO
PHENOXYACETIC ACIO,2-1I000
PHENOXYACETIC ACIO,3-10D0
PHENOXYACETIC ACIO,4-10DO

INDGLE

INOOLE
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NO. SOLVENT REF FOOT LOGP LOGP EMPIRICAL NAME
NOTE SOLV ocr FORMULA
2701 OCTANOL 309 2.25 2.25 = CBHTN1 INOOLE
2702 OCTANOL 255 1.56 1.56 = CBH7NL PHENYLACETONLITRILE
2703 CYCLOHEXANE 358 1.56 CBHTNL P=TOLUCNITRILE
2704 OCTANOL 309 1.15 1.15 = CBH7NLOL OX INOOLE
27C5 OCTANOL 56 2.24 2.24 = CBH7N102 STYRENEy B-NITRO
2706 OCTANOL 141 2.11 2.11 = CBHTN102 STYRENEs, B-NITRO
27C7 CYCLOHEXANE 141 1.80 CBHTN102 STYRENE,B=NITRO
27C8  OCTANOL 10 1.42 1.42 = CBHTN103 M-ACETYLNITROBENZENE
2709 OCTANOL 10 1.49 1.49 = CBHT7N103 P—ACETYLNITROBENZENE
2710 OCTANOL 141 2.07 2.07 = (BHTNLO3 ST YRENE, 3-HYOROXY-8-N1TRO
2711 OCTANOL 141 2.12 2.12 = CBH7N103 STYRENEy 4-HYOROXY-8-NITRO
2712 CYCLOHEXANE 141 -1.60 CBHTN103 STYRENEy4-HYOROXY,B-NITRO
2713 CYCLOHEXANE 141 -1.36 CBHTN103 STYRENEy 3-HYORDXY, 8-N1TRO
2714 OCTANOL 10 1.45 1.45 = CBH7N1O4 M-NITROPHENYLACET1C ACIO
2715 OCTANOL 10 1.39 1.39 = CBHTN104 P-NITROPHENYLACET1C AC10
2716 O0ILS 383 0.43 1.61 A CBHTN104 P-NITROPHENYLACETIC ACIO
2717 OCTANOL 10 1.37 1.37 = CBHTNLOS PHENOXYACETIC AC10,M-N1TRO
2718 CYCLOHEXANONE 302 2.77 CBH7NLOS PHENOXYACETIC AC104M-NITRO
2719 ME-1-BUT.KETONE 302 1.88 CBHTN10S PHENOXYACETIC AC10,M-N1TRO
2720 CYCLOHEXANOL 302 1.93 CBHTN105 PHENOXYACET1C ACIDsM-NITRO
2721 OCTANOL 10 1.22 1.22 = (€BHTNLOS PHENOXYACET1C AC10,0-N1TRO
2722 OCTANOL Io l.48 1.48 = CBHTN10S PHENOXYACETIC AC1D,P-NITRO
2723 OCTANOL 238 2.83 2.83 = CBHTNL1S1 BENZYLISOTHIOCYANATE
2724 CHCL3 322 2.00 2.38 N CBH7N1S2 METHYLTHIOBENZOTHIAZOLE
2725 OCTANOL 384 1.77 1.77 = CBHBBRINLO2 N-METHYL-2-BROMOPHENYL CARBAMATE
2726 OCTANOL 384 2.25 2.25 = (CBHBBRIN1O2 N-METHYL-3-BROMOPHENYL CARBAMATE
2727 OCTANOL 384 2.17 2.17 = CBHBBRIN1O2 N—-METHYL-4-BROMOPHEN YL CARBAMATE
2728 OCTANOL 384 l.64 1.64 = CBHBCLIN1O2 N—-METHYL—2-CHLOROPHENYLCARBAMATE
2729, OCTANOL 384 2.03 2.03 = CBHBCLIN1O2 N-METHYL-3-CHLOROPHENYLCARBAMATE
2730 OCTANOL 384 2.01 2.01 = CBHBCLLIN1O2 N—-METHYL-4—CHLOROPHENYLCARBAMATE
2731 OCTANOL 302 l.16 1.16 = CBHBCL1IN1O3 PHENOXYACETIC AC1043-AMINO-4-CHLORD
2732 OCTANOL 384 1.25 1.25 = CBHBF1N102 N-METHYL-2-FLUOROPHENYL CARBAMATE
2733 OCTANOL 384 1.48 1.48 = CBHBFLIN102 N—METHYL-3-FLUOROPHENYLCARBAMATE
2734 OCTANOL 384 1.28 1.28 = CBHBFIN102 N-METHYL—-4-FLUOROPHENYLCARBAMATE
2735 OCTANOL 65 2.17 2.17 = (BHBFIN103S1 P—ACETAM1D0-BENZENESULFONYLFLUORIOE
2736 OLlETHYL ETFER 306 l.64 1.60 A CBHB11N104S1 N=(P-1000BENZENESULFONYL )GLYC INE
2737 CHCL3 306 -0.20 1.00 A CBHBILIN104S1 N- (P-1000BENZENESULFONYL)GLYCINE
2738 CCL4 306 12 -2.00 0.15 A CBHB11IN104S1 N=-(P-1000BENZENESULFONYL )GLYCINE
2739 CLCH2CH2CL 306 0.32 CBHBILN104S1 N- (P-IO00BENZENESULFONYL)GLYCINE
2740 OCTANOL 384 1.02 I.02 = CBHBN204 N-METHYL-2-NITROPHENYL CARBAMATE
2741 OCTANOL 384 1.39 1.39 = CBHBN204 N-METHYL-3-NITROPHENYLCARBAMATE
2742 OCTANOL 384 1. 47 1.47 = CBHBN204 N~METHYL-4-NITROPHENYL CARBAMATE
2743 OCTANOL 10 1.58 1.58 = CBHBO1 AC ETOPHENONE
2744 OIETHYL ETFER 248 50 1.75 1.67 A CBHBO1 ACETOPHENONE
2745 BENZENE 248 12 2,20 2.07 8 (CBHBO1 AC ETOPHENONE
2746 CLEH2CH2CL 248 2.38 CBHBO1 ACETOPHENONE
2747 OCTANOL 268 2.23 2.23 = (BHBO1S1 THIOACETIC ACIO, S—PHENYL ESTER
2748 OCTANOL 10 1.49 1.49 = (BHBO2 ACETIC AClOy PHENYL ESTER
2749 OCTANOL 10 1.39 1.39 = (CBHBO02 M- ACETYLPHENOL
2750 OCTANOL 10 1.35 1.35 = (CBHBO2 P-ACETYLPHENOL
2751  CYCLOHEXANE 56 -2.14 CBHBO2 P-ACETYLPHENOL
2752 OCTANOL 10 2.12 2.12 = (BHBO2 BENZO1C AC10,METHYL ESTER
2753 OCTANOL 10 l.e4l le4l = (CBHBO2 PHENYLACETIC AClO
2754 OLETHYL ETFER 3 1.57 1.49 A CBHBO2 PHENYL ACETIC ACIO
2755 OLlETHYL ETHER 207 1.33 I.28 A CBHBO2 PHENYLACET1C AClO
2756 OIETHYL ETEER 46 le 44 1.37 A CBHBO2 PHENYLACETIC ACIO
2757 CHCL3 29 12 0.45 1.63 A CBHBO2 PHENYLACETIC ACIO
2758 O0ILS 361 0.35 1.57 A (B8HBO2 PHENYLACETIC ACIO
2759 O0I1LS 362 0.13 1.33 A (BHBO02 PHENYL ACET 1C ACIO
2760 OILS 385 0.26 1.42 A (BHBO2 PHENYL ACETIC ACIO
2761 BENZENE 29 -0.03 1.38 A CBHBO2 PHENYL ACETIC ACIO
2762 I-BUTANOL 4 1.43 1.51 CBHBO2 PHENYLACETIC ACIO
2763 XYLENE 46 ~0.38 1.38 A CBHBO2 PHENYLACET1C ACIO
2764 TOLUENE 48 0.09 1.66 A CBHBO2 PHENYLACET1C ACIO
2765 TOLUENE 29 -0.13 l.46 A (CBHBO2 PHENYL ACETIC ACIO
2766 NITROBENZENE 48 0.67 1.42 CBHBO2 PHENYLACET 1C ACI1O
2767 PR1M. PENTANOLS 48 l.48 1.57 CBHBO2 PHENYLACETIC ACIO
2768 OQCTANOL 10 2.37 2.37 = (CBHBO2 M-TOLUIC AClO
2769 CYCLOHEXANE 357 0.65 CBHBO2 0-ToLUIC ACIO
2770 CHCL3 29 25 1.76 2.83 A (CBHBO2 0-TOLUIC ACIO
2771 TOLUENE 29 1.10 2.54 A CBHBO2 0-TOLUIC ACIO
2772 OCTANOL 10 2,27 2.27 = (CBHBO2 P-TOLUIC AClO
2773 CHCL3 29 12 1.81 2.91 A CBHBD2 P-TOLUIC ACIO
2774 TOLUENE 29 0.68 2.18 A CBHBO2 P-TOLUIC AClO
2775 OCTANOL 386 1.91 1.91 = (BHBO2S1 PHENYLTHIO-ACET1C ACIO
2776 BENZENE 279 2.40 3.70 A (BHBO2S1 THENOYLACETONE
2777 CCL4 279 2.06 3.57 N CBHBOD2S1 THENOYLACETONE
2778 HEXANE 279 1.30 CBHBO2S1 THENOYLACETONE
2779 0-0ICL. BENZENE 279 2.49 CBHBO2S1 THENOYLACETONE
2780 0OC TANOL 386 2.05 2.05 = (BHBO2SEL PHENYLSELENO-ACETIC ACIO
2781 CHCL3 387 2.92 3,89 A (CBHBO2SEL 1-(2-SELENOPHEN-YL )-1, 3-BUTANEO IONE
2782 CHCL3 388 3.39 44030 A CBHBO2SE1l 1- (2-SELENOPHEN=-YL )-1, 3-BUTANEDIONE
2783 BENZENE 387 3.00 4.30 A (CBHBO2SEl I-(2-SELENOPHEN-YL )-I, 3-BUTANEDIONE
2784 BENZENE 388 2,92 4.23 A (CBHBD2SEl 1-(2-SELENOPHEN-YL )-14 3-BUTANEO IONE
2785 OIETHYL ETFKER 323 1.35 1.30 A (CBHBO3 BENZALOEHYOE, 2-HYOROXY-3-METHOXY/O-VANILLIN/
2786 OIETHYL ETHER 3 0.97 0.96 A (CBHBO3 BENZALOEHYOE, 3-METHOXY » 4~HYOROXY/VANILLIN/
2787 OIETHYL ETHER 323 0.91 0.91 A (CBHBO3 BENZALOEHYOE, 3-METHOXY~4-HYOROXY/VANILLIN/
2788 OIETHYL ETHER 359 0.93 0.94 A (CBHBO3 BENZALOEHYOE, 3-METHOXY y4—H YOROXY/VANILLIN/
2789 OIETHYL ETEER 248 0. 96 0.96 A (CBHBO3 BENZALOEHYOE, 3-METHOXY-4~HYOROXY/VANILLIN/
2790 CYCLOHEXANE 248 -0.75 €8HBO3 BENZALOEHYOE, 3-METHOXY-4-HYOROXY/VANILLIN/
2791 CHCL3 366 le42 1.92 N C8HBO3 BENZALOEHYOE,3-METHOXY=4-HYOROXY/VANILLIN/
2792 O0ILS 173 0.42 1.58 A CBHBO3 BENZAL OEHYOE, 3-METHOXY y 4~HYOROXY/VANILLIN/
2793 OILS 224 048 1.63 A (CBHBO3 BENZALOEHYOEy 3-METHOXY-4-HYOROXY/VANLILLIN/
2794 BENZENE 389 0.81 2.20 A (CBHBO3 BENZALOEHYOEy 3-METHOXY y 4~HYOROXY/VANILLIN/
2795 BENZENE 248 0.82 2.21 A (CBHB03 BENZALOEHYOE, 3-METHOXY-4-HYOROXY/VANILLIN/
2796 TOLUENE 389 0.64 2.14 A (CBHBO3 BENZALOEHYOE, 3-METHOXY y4—HYOROXY/VANILLIN/
2797 CLCH2CH2CL 248 1.29 CBHBO3 BENZALOEHYOEy 3-METHOXY-4-HYOROXY/VANILLIN/
2768 OI-I-PR. ETHER 366 0.60 1l.24 €8HBO3 BENZALOEHYOE, 3-METHOXY y 4~HYOROXY/VANILLIN/
2799 OCTANOL 186 1.05 1.05 = (C8HBO03 BENZYL ALCOHOLy 3y 4~METHYLENEOIOXY
2800 OCTANOL 261 1.89 1¢89 = (BHBO3 M~CARBOMETHOXYPHENOL
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NO. SOLVENT REF FOOT LOGP OGP EMPIRICAL NAME
NOTE SOLv ocT FORMULA

2801 OCTANOL 261 1.96 1.96 = (BHBO3 P~CARBOMETHOXYPHENOL

2802 OCTANOL 235 1.96 1.96 = CBHBO3 P-HYOROXYBENZOIC ACIOs METHYL ESTER
2803 OCTANOL - 10 0.85 0.85 = CBHBO3 M-HYDROXYPHENYLACETIC ACIO

2804 OCTANOL 10 0.85 0.85 = (BHBO3 O-HYOROXYPHENYLACETIC ACIO

2805 OILS 383 -1.04 0.27 A (€BHBO3 P-HYORDXYPHENYLACETIC ACIO

2806 OCTANOL 10 2.02 2.02 = (CBHBO3 M-METHOXYBENZOIC ACIO

28C7 OIETHYL ETERER 112 0.78 0.80 A (CBHBO3 O-METHOXYBENZOJC ACIO

2808 CHCL3 112 1.65 2.72 A (CBHBO3 O-METHOXYBENZOIC ACIO

2809 CHCL3 29 le 65 2.93 A (CBHBO3 O-METHOXYBENZOIC ACIO

2810 BENZENE 17 0. 64 2.02 A (CBHBO3 O-METHOXYBENZOIC ACIO

2811 TOLUENE 29 0.45 1.97 A (B8HBO3 O-METHOXYBENZOIC ACIO

2812 OC TANOL 10 1.96 1.96 = CBHBO3 P-METHOXYBENZOIC ACI0/ANISIC ACIO/
2813 CHCL3 29 12 1.48 2.56 A CBHBO3 P-METHOXYBENZOIC ACIO/ANISIC ACIO/
2814 CHCL3 46 0.90 2.04 A (CBHBO3 P-METHOXYBENZOIC ACIO/ANISIC ACIO/
2815 BENZENE 17 0. 46 1.85 A (BHBO3 P-METHOXYBENZOIC ACIO/ANISIC ACIO/
2816 XYLENE 46 -0.26 1.5 A CBHBO3 P-METHOXYBENZOIC ACIO/ANISIC ACIO/
2817 TOLUENE 29 0.54 2,05 A (CBHBO3 P-METHOXYBENZOIC ACID/ANISIC ACI10/
2818 OCTANOL 10 1.26 1.26 = CBHBO3 PHENOXYACET 1C ACIO

2819 CYCLOHEXANONE 302 2.18 CBHBO3 PHENOXYACETIC ACIO

2820 ME-I-BUT.KETONE 302 1.54 CBHBO3 PHENOXYACETIC ACIO

2821 CYCLOHEXANOL 302 1.61 CBHBO3 PHENOXYACETIC ACIO

2822 OJETHYL ETFHER 3 0.35 0.42 A (CBHBO3 PHENYLACETIC AC10,A-HYOROXY/MANOELIC ACIO/
2823 OIETHYL ETHER 207 0.30 0.38 A CBHBO3 PHENYLACET1C AC104A-HYOROXY/MANOELIC ACIO/
2824 OIETHYL ETFER 46 0.28 0.37 A CBHBO3 PHENYLACET1IC ACIO,A-HYOROXY/MANOELIC AClO0/
2825 CHCL3 29 -1.26 0.07 A (CBHBO3 PHENYL ACET1C ACIO,A-HYOROXY/MANOELIC ACIO/
2826 BENZENE 36 12 -1.95 -0.54 A (BHBO3 PHENYLACETIC ACIOy A-HYOROXY/MANOELIC ACIO/
2827 I-BUTANOL 4 0.72 0.50 CBHBO3 PHENYLACETIC AC10,A-HYOROXY/MANOELIC AC10/
2828 OCTANOL 10 0.76 0.76 = CBHBO4 PHENOXYACETIC ACIOsM-HYOROXY

2829 OCTANOL 302 0.85 0.85 = (BHBO4 PHENOXYACETIC AC I0,0-HYOROXY

2830 OCTANOL 10 0.65 0.65 = CBHBO4 PHENOXYACETIC ACIO,P-HYOROXY

2831 CYCLOHEXANONE 302 1.91 CBHBO4 PHENOXYACETIC ACIO,P-HYOROXY

2832 ME-I-BUT.KETONE 302 1.05 CBHBO4 PHENOXYACETIC ACIOyP-HYOROXY

2833 CYCLOHEXANOL 302 1.32 CBHBO4 PHENOXYACETIC ACIOyP-HYOROXY

2834 OCTANOL 255 3.09 3.09 = CBH9BR1 BENZENEy 2-BROMO-1-ETHYL

2835 OCTANOL 255 2.95 2.95 = (CBH9CL1 BENZENEy 2-CHLORO-1-ETHYL

2836 OCTANOL 10 l.16 1.16 = CBH9N1O1 ACETANILIOE

2837 OLlETHYL ETFER 3 0.48 1.28 8 CBHI9N1O1 ACETANILIOE

2838 OIETHYL ETEER 359 0.50 1.29 8 CBH9N1O1 ACETANILIOE

2839 CHCL3 359 0.89 l.41 N CBHS9N1O1 ACETANILIOE

2840 CHCL3 254 0.88 1.39 N CBH9N1O1 ACETANIL 10E

2841 CHCL3 338 44 0.48 1.06 N CBHINIOL ACETANILIOE

2842 O0l1LS 173 0.00 1.19 A CBH9N1Ol ACETANIL IOE

2843 OILS 224 0.30 1.47 A CBHIN1O1 ACETANILIOE

2844 BENZENE 338 44 -1.70 CBHIN101 ACETANILIOE

2845 BENZENE 72 0.22 1.59 A CB8HONLO1 ACETANIL IOE

2846 N-HEPTANE 254 1. 70 CBHINL1O1 ACETANIL IOE

2847 N-HEPTANE 338 44 -2.00 CBHON1O1 ACETANILIOE

2848 TOLUENE 151 1.77 3.13 A (CBH9N1O1 N-METHYL-SALI1CYL IOENEIMINE /SCHLFF BASE/
2849 CYCLOHEXANE 151 0.95 CBH9N1O1 N-METHYL-SAL ICYLIOINEIMINE /SCHIFF BASE/
2850 OCTANOL 255 0.45 0.45 = (CBH9IN1O1 PHENYL ACETAMI0E

2851 OLEYL ALCOHCL 390 44 1.09 1.63 CBHIN102 P-AMINOBENZO1C ACIO,METHYL ESTER
2852 OILS 383 -0.89 0.40 A CBHI9NLO2 P—AMINOPHENYLACETIC AC10

2853  CHCL3 29 0.81 1.98 A CBH9NLO2 ANTHRANILIC ACIOsN-METHYL

2854 TOLUENE 29 0.61 2.11 A CBH9N1O02 ANTHRANILIC ACIOysN-METHYL

2855 CYCLOHEXANE 141 1. 81 CBHIN102 BENZENEyB-N1TROETHYL

2856 OCTANOL 65 2.95 2.95 = CBH9NL1O2 1y 3-0IMETHYL-2-NITROBENZENE

2857 OCTANOL 386 0.62 0.62 = CBHINL102 GLYCINE, N-PHENYL

2858 OCTANOL 276 0.94 0.94 = C(BHI9N1O02 M=-METHOXYBENZAMIOE

2859 OCTANOL 276 0.87 0.87 = CBH9NL1O2 O-METHOXYBENZAMI10E

2860 OCTANOL 276 0. 86 0.86 = CBHINLO2 P—METHOXYBENZAMI OE

28&1  OCTANOL 384 l.16 l.16 = CBHIN102 N-METHYLPHENYLCARBAMATE

28¢2 OCTANOL 186 1.24 1l.24 = C(CBHINID2 N=METHYLPHENYLCARBAMATE

2B8¢3 HEXANE 391 -0.54 CBHIN10D2 N=METHYLPHENYL CARBAMATE

28&4 OCTANOL 349 1.32 1.32 = CBH9N1O02 NICOTINIC ACI0y ETHYL ESTER

28€5 OCTANOL 349 l.43 1.43 = CBHIN102 I-NICOTINIC ACIOy ETHYL ESTER

2866 OCTANOL 349 0.87 0.87 = CBHIN1O2 PLCOLINIC ACIO, ETHYL ESTER

2867 OILS 381 -0.01 1.18 A CBH9N1O2 TETRAHYOROPHTHAL IM10E

2868 N-HEPTANE 370 14 0.28 CBH9N103 P—AMINOSAL ICYLIC ACLO,METHYL ESTER
2869 OILS 249 0.25 l.41 A CBH9N1O3 ORTHOCA INE

2870 CYCLOHEXANCNE 302 0.71 CBHIN103 PHENOXYACET1C ACIO,P-AMINO

2871 OCTANOL 217 07 0.20 0.20 = CBHIN1O3S1 P—ACETYLBENZENESULFONAMIOE
2872 CHCL3 217 07 -0.36 0.24 N (CBHIN103S1 P—ACETYLBENZENESULFONAM1DE

2873 OCTANOL 276 1.61 1.61 = CBHIN301S1 M-HYOROXYBENZYL1OINETHIOUREA

2874 OCTANOL 226 -0.57 =-0.57 = CBHIN302 1-ACETYL-2-P]COL INOYLHYORAZ INE (6B8626)
2875 OCTANOL 255 3.15 3.15 = CBH10 BENZENE, ETHYL

2876 OCTANOL ~ 301 3.20 3.20 = (CBH10 M- XYLENE

2877 N-HEPTANE 310 3.54 CBH10 M-XYLENE

2878 OCTANOL 301 2.77 2.77 = (CBH10 O-XYLENE

2879 N-HEPTANE 310 3.39 CBH10 0= XYLENE

2880 OCTANOL 301 3.15 3.15 = (BH10 P-XYLENE

2881 N-HEPTANE 310 3.45 CBH10 P=XYLENE

2882 OCTANOL 80 1.71 1.71 = CBH10CLIN102 0= (1-ETHYL-1-ETHYNYL-3-CHLOROALLYL)CARBAMATE
2883 OCTANOL 392 2. 04 2.04 = CBHION105P1S1 O1METHYLPARATHION

2884 CHCL3 392 1.38 0.97 8 CBH1ON10O5P1S51 OlMETHYLPARATHION

2885 BENZENE 392 I.28 l.44 8 CBH1ON105P1S$1 OIMETHYLPARATHION

2886 OCTANOL 392 1.33 1.33 = (BH1GN106P1 Ol METHYLPARA-OXON

2887 CHCL3 392 1.33 0.91 8 CBHIONLO6PL OIMETHYL PARA-OXON

2888 BENZENE 392 1.17 1.36 8 CBH10N106P1 OIMETHYL PARA-OXON

2889 BENZENE 72 1.71 1.73 8 (BH1ON201 P=NITROSOOIMETHYLANILINE

2890 ODCTANOL 186 0.42 0.42 = CBH10N201 UREA, 1-METHYL-1-PHENYL

2891 ODIETHYL ETFER 113 15 -0.67 =-0.47 A CBH1ON203S1 SULFANILACETAMIOE

2892 CHCL3 343 2 =-0.66 =-0.01 N CBH1ON203S1 SULFANLLACETAMIOE

2893 (CHCL3 113 15 -0.12 0.48 N CBH1ON203S1 SULFANIL ACETAMIO0E

2894 CHCL3 393 63 -0.35 0.27 N CBH10N203$1 SULFANILACETAM]OE

2895 BENZENE 343 2 ~-l.54 -0.14 A CBH10N203S1 SULFANILACETAMIOE

2896 1=PENT. ACETATE 343 2 =0.06 -0.24 CBH10N203S1 SULFANILACETAMIOE

2897 CCLs - 343 2 -1.77 -1.72 N CBH1ON203S1 SULFANTLACETAMIOE

2868 OCTANOL 186 0.85 0.85 = CBHION2S1 UREAy 1-METHYL=1-PHENYL-2-THIO

2899 DOCTANOL 218 =0.07 =-0.07 = CBHION4O2 CAFFEINE

2900 DIETHYL ETHER 3 -1.30 -0.30 8 CBH10N4O2 CAFFEINE
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NO. SOLVENT : REF FOOT LOGP LOGP EMPIRICAL NAME
NOTE SOLV ocr FORMULA
2901 CHCL3 394 42 1.33 0.91 8 CBHION402 CAFFEINE
2902 CHCL3 359 42 1.32 0.86 8 (BHION402 CAFFEINE
2903 CHCL3 322 42 1.28 0.87 8 CBH10N4D2 CAFFEINE
2904 O0ILS 371 ~0.40 0.18 8 CBH10N402 CAFFEINE
29¢5 O0ILS 2 12 -l.48 -0.79 8 CBHLON402 CAFFEINE
29C6 O01LS 249 -1l¢13 -0.50 8 CBHION402 CAFFEINE
29C7 1-BLTANOL 4 0.08 -0.39 CBHLON4O2 CAFFEINE
29C8 I-PENT. ACETATE 395 14 -2.22 CBH1O0N402 CAFFEINE
2909 CCLé4 234 12 -0.68 CBH10N402 CAFFEINE
2910 BENZENE 368 68 -0.16 0.44 8 CBH10N402 CAFF1ENE
2911 OCTANOL 206 27 3.58 3.58 = CBH1ON406S3 PURINEy 2469 B8-TRI-METHYLSULFONYL
2912 CYCLOHEXANE 325 0.51 CB8H1001 2, 3-01METHYLPHENOL
2913 N-HEPTANE 310 0.43 €8H1001 2y 3-01METHYLPHENOL
2914 CYCLOHEXANE 132 0.76 CBH1001 2y 4—01METHYL PHENOL
2915 CYCLOHEXANE 325 0.55 CBHL001 2y 4~0IMETHYL PHENOL
2916 N-HEPTANE 310 0.40 CBH1001 24401 METHYLPHENOL
2917 CYCLOHEXANE 132 0.77 CBH1001 2, 5-01METHYLPHENOL
2918 CYCLOHEXANE 325 0.57 CBH1001 2y 5-01METHYLPHENOL
2919 N-FEPTANE 310 0.52 CBH1001 2y 5-0IMETHYLPHENOL
2920 OCTANOL 261 2.36 2.36 = (BH1001 2y 6-01METHYL PHENOL
2921 O]ETHYL ETFER 323 2.53 2.33 A CBH1001 2, 6-01METHYL PHENOL
2922 CYCLOHEXANE 132 1.28 CBH1001 24 6~01METHYLPHENOL
2923 CYCLOHEXANE 325 0.93 CBH1001 2y 6~01 METHYLPHENOL
2924 N-HEPTANE 310 0.82 CBH1001 2, 6-0 IMETHYLPHENOL
2925 CYCLOHEXANE 325 0.20 CBH1001 3y 4-0LMETHYLPHENOL
2926 N-HEPTANE 310 0.10 CBH1001 34y 4=0IMETHYLPHENOL
2927 OCTANOL 261 2.35 2.35 = (BH1001 3, 5-0IMETHYLPHENOL
2928 CYCLOHEXANE 132 0.54 CBH1001 34 5-0O1METHYLPHENOL
2929 CYCLOHEXANE 325 0.27 CBH1001 3, 5-0IMETHYLPHENOL
2930 N-FEPTANE 310 0.21 CBH1001 3, 5-0IMETHYL PHENOL
2931 OCTANOL 255 1.36 1.36 = (CBH1001 ETHANOL » 2-PHENYL
2932 HEXANE 372 -0.39 CBH1001 ET HANOLy 2-PHENYL
2933 OCTANOL 10 2.40 2.40 = (CBH1001 M-ETHYLPHENOL
2934 CYCLOHEXANE 132 0.43 CBH1001 M- ETHYLPHENOL
2935 CYCLOHEXANE 325 0.36 CBH1001 M-ETHYLPHENOL
2936 CYCLOHEXANE 132 0.83 CB8H1001 0-ETHYLPHENOL
2937 CYCLOHEXANE 325 0.68 CBH1001 O-ETHYLPHENOL
2938 CYCLOHEXANE 132 Q.44 CBH1001 P—ETHYLPHENOL
2939 CYCLOHEXANE 325 0.37 CBH1001 P-ETHYLPHENOL
2940 O0ILS 324 12 1.79 2,81 A (CBH1001 P-ETHYLPHENOL
2941 OILS 327 1.62 2.66 A CBH1001 P-ETHYLPHENOL
2942 BENZENE 324 45 lo4s 2.78 A CBH1001 P—ETHYLPRENOL
2943 PARAFFINS 327 0. 04 CBH1001 P—ETHYLPHENOL
2944 OCTANOL 10 1.60 1.60 = (CBH1001 M-METHYLBENZYL ALCOHOL
2945 OCTANOL 10 1.58 1.58 = (CBH1001 P-METHYLBENZYL ALCOHOL
2946 CYCLOHEXANE 358 2.77 CBH1001 PHENETOLE
2947 OI1ETHYL ETFER 332 1.65 1.57 A CBH1002 BENZENEy 1y 2-01HYOROXY-4—ETHYL
2948 01-BUTYL ETHER 332 0.88 CBH1002 BENZENEy 19 2-01HYOROXYy 4-ETHYL
2949 O0I-1-PR. ETFER 332 1.39 2.16 CBH1002 BENZENEy 19 2-0O1HYDROXYy 4~ETHYL
2950 CYCLOHEXANE 358 2432 CBH1002 BENZENEy 1y 3-0IMETHOXY
2951 OILS 173 2.15 3.14 A CBH1002 BENZENEy 1y 4—01METHOXY
2952 OILS 224 2.21 3.20 A CBH1002 BENZENEy 1y 4~0IMETHOXY
2953 OCTANOL 261 1.81 1.81 = (BH1002 P-ETHOXYPHENOL
2954 OCTANOL 10 1.10 1.10 = (CBH1002 P-METHOXYBENZYL ALCOHOL
2955 OILS 327 1.26 2.33 A CBH1002 PHENOL y 2-METHO XY=4~METHYL/P-METHYLGUAIACOL/
2956 PARAFFINS 327 0.71 CBH1002 PHENOL » 2-METHO XY—-4—-METHYL/P-METHYLGUA1ACOL/
2957 OCTANOL 56 l.16 l.16 = (BH1002 2-PHENCXYETHANOL
2958 N-BUTYL ACETATE 331 1.21 1.26 CB8H1002 RESORCINOL y 4y S-OIMETHYL
2959 N-EUTYL ACETATE 331 l.64 1.62 CBH1002 RESORC INOL y 24 -0 IMETHYL
2960 N-BUTYL ACETATE 331 1.94 1.82 CBH1002 RESORCINOL,y 29 5-DIMETHYL
29¢é1 OIETHYL ETERER 323 -0.20 -0.06 A (CBH1003 BENZYL ALCOHOLy4—HYOROXYs3—METHOXY
2962 OIETHYL ETFER 323 0.74 0.76 A CBH1003 PHENOL 9 29 6-0IMETHO XY
2963 OILS 327 0.57 1.69 A (CBH1003 PHENOL 29 6~0 IMETHOXY
2964 PARAFFINS 327 ~0e36 CBH1003 PHENOL » 24 6-0IMETHOXY
2965 BENZENE 311 6 =-0.01 CBH11B8103 P—ETHOXYPHENYLBORONIC ACIO
2966 OCTANOL 373 =2.02 =-2.02 = CBH1ICLIN201 N1-ETHYLNICOTINAMIOE CHLORIOE
2967 OIETHYL ETRER 46 0.78 1.54 8 CBH1INL BENZYLMETHYL AM INE
2968 O1ETHYL ETHER 374 0.85 l.61 8 CBHLINL BENZYLMETHYL AMINE
2969 XYLENE 46 1.39 2.03 8 CBHLINL BENZYLMETHYLAMINE
2970 OCTANOL 10 2.31 2.31 = (CBH11IN1 Ny N-O1METHYLANIL INE
2971 OCTANOL 309 2.62 2.62 = (CBH1INI Ny N-OIMETHYLANIL INE
2972 CYCLOHEXANE 337 2.47 CBH1INL Ny N-O1METHYLANIL INE
2973 N-HEPTANE 310 1.00 CBHL1IN1 2y 3-0OIMETHYLANIL INE
2974 CYCLOHEXANE 337 1.23 CBHIINI 24 4-0IMETHYLANIL INE
2975 XYLENE 46 1.18 1.85 8 CBHLINI 2y 4~0IMETHYLANILINE
2976 N-HEPTANE 310 1.10 CBH11INIT 29 4-0IMETHYLANIL INE
2977 CYCLOHEXANE 337 1.22 CBH11INL 2y 5—-0IMETHYLANIL INE
2978 N-HEPTANE 310 I.12 CBHLINL 2, 5-01METHYLANIL INE
2979 CYCLOHEXANE 337 1.35 CBH11INL 2y 6~0IMETHYLANIL INE
2980 N-HEPTANE 310 I.21 CBH11N1 2, 6-OIMETHYLANILINE
2981 XYLENE 46 1.05 1.70 8 CBHL1INL 3y 4~0OIMETHYLANIL INE
2982 N-HEPTANE 310 0.95 CBH11NL 39 4~01METHYLANIL INE
2983 CYCLOHEXANE 337 1.18 CBH11NL 3, 5-0OIMETHYLANIL INE
2984 OCTANOL 255 le4l l.41 = CBH1INL ETHYLAMINE, 2-PHENYL
2985 CHCL3 396 31 1.32 0.91 8 CBHLIN1 ETHYLAMINE, 2-PHENYL
2986 N-HEPTANE 396 31 -0.56 CBH11IN1 ETHYLAMINE, 2-PHENYL
2987 OCTANOL 312 2.26 2.26 = CBHILNI N-ETHYLANIL INE
2988 XYLENE 73 1.72 2.36 8 CBHILINL PYRIOINEy 2-METHYL, 5-ETHYL
2989 TOLUENE 73 1.80 1.95 8 CBHLINL PYRIOINEy 2-METHYL y S—ETHYL
2990 OCTANOL 9 2,10 2,10 = CBHLINI PYRIOINEy 4-PROPYL
2991 TOLUENE 188 l.43 1.72 8 CBHLLINL PYRIOINEy 2y 496-TRIMETHYL/COLLIOIN/
2992 OCTANOL 10 1.56 1.56 = (BH11lN101 3-OIMETHYLAMINOPHENOL
2993 OCTANOL 80 1.09 1.09 = (CBHL11IN102 O=-I1-ETHYL-1-VINYL-2-PROPYNYL) CARBAMATE
2994 OILS 381 0.16 le34 A CBH1INLO2 HE XAHYDROPHTHALIMIOE
2965 OIETHYL ETHER 113 le11 1.09 A CBH1IN102S1 BENZENESULFONAMIOE yN-ETHYL
2996 CHCL3 113 1.77 2.28 N CBH11N102S1 BENZENESUL FONAMIOE N-ETHYL
2997 OlETHYL ETHER 113 l.16 le13 A CBH1IN1O251 Ny N~O1METHYL BENZENESUL FONAM 10E
2998 CHCL3 113 2469 3.11 N CBH11IN102S1 Ny N-OIMETHYLBENZENESUL FONAMIOE
2999 OCTANOL 227 -2.14 =-2.14 = CBH11IN306 6-AZAURIOLNE (NCS 32074)(PKA= 6.63)
3000 ~ OCTANOL 397 0.74 Oe74 = (CBHIINS AOENINEy9-PROPYL
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NO. SOLVENT REF FOOT LOGP LOGP EMPIRICAL NAME
NOTE  SOLV ocT FORMULA
3001 OCTANOL 341 60 - 0.49 0.49 = (BHLI2N2 Ny N=OIMETHYL=3=P YR IDYLMETHYLAMINE
3002 OCTANOL 341 60 0.76 0.76 = (BHL2N2 N=ETHYL-3-PYRIOYLMETHYLAMINE )
3003 CHCL3 322 0.88 1.36 N CBH12N201S1 2-METHIQ-4-HYOROXYTRIMETHYLENEPYRIMIOINE
3004 OCTANOL 56 0.81 0.8l = (BHLI2N20251 PHENETHYL SULFAMIOE
3005 OILS 398 44 0.36 1.52 A CBH12N20251 2-THIO-59 5-0IETHYLBARBITURIC ACIO/THIOBARBITAL/
3006 OCTANOL 80 0.65% 0.65 = (BHL2N203 5y 5~0I ETHYLBARBITURIC ACIO/BARBITAL/VERONAL/
30C7 OIETHYL ETERER 113 16 0.63 0.67 A (BH12N203 59 5-0IETHYLBARBITURIC ACIO/BARBITAL/VERONAL/
3008 CHCL3 399 I =0.l4 0.49 N (BHL2N203 595-01 ETHYLBARBITURIC ACIO/BARBITAL/VERONAL/
3009 CHCL3 113 ~0.07 O.54 N (BH12N203 59 5-0IETHYLBARBITURIC ACIO/BARBITAL/VERONAL/
3010 CHCL3 254 -0.15 0.45 N (BH12N203 Sy 5~0IETHYLBARBITURIC ACID/BARBITAL/VERONAL/
3011 CHCL3 338 44 0e45 1.03 N (BH12N203 595~01ETHYLBARBITURIC ACIO/BARBITAL/VERONAL/
3012 OILS 82 -0.72 0.54 A CBHL2N203 595-0IETHYLBARBITURIC ACID/BARBITAL/VERONAL/
3013 OILS 345 -0.67 0.58 A (BH12N203 S95-0IETHYLBARBITURIC ACIO/BARBITAL/VERONAL/
3014 OILS 398 44 =~0.58 0.68 A (BHL2N203 S95-0IETHYLBARBITURIC ACIO/BARBITAL/VERONAL/
3015 OILS 296 12 -1.22 0.08 A (BHL2N203 59 5-0IETHYLBARBITURIC ACIO/BARBITAL/VERONAL/
3016 OILS 168 -0.57 0.69 A (BHI2N203 59 5-0I ETHYLBARBITURIC ACIO/BARBITAL/VERONAL/
3017 OItsS 290 -0.96 0432 A CBH12N203 . S+5-0IETHYLBARBITURLIC ACIO/BARBITAL/VERONAL/
3018 BENZENE 399 1 -0.77 0.62 A CBH12N203 5y 5-D1ETHYLBARBITURIC AC10/BARBITAL/VERONAL/
3019 BENZENE 338 44 -1.85 CBH12N203 59 5-0IETHYLBARBITURIC AC10/BARBITAL/VERONAL/
3020 1-PENT. ACETATE 399 1 0.58 0.43 CBH12N203 59 5-0IETHYLBARBITURIC ACIO/BARBITAL/VERONAL/
3021 CCiL4 399 1 -l.46 0.62 A CBHI2N203 595-0I ETHYLBARBITURIC ACIO/BARBITAL/VERONAL/
3022 N-HEPTANE 338 44 -2.15 CBH12N203 5y 5~0IETHYLBARBITURIC ACIO/BARBITAL/VERONAL/
3023 OLEYL ALCOHOL 82 0. 14 0.70 CBH12N203 5y5-0IETHYLBARBITURIC ACIO/BARB]TAL/VERONAL/
3024 SOYETHER+50%0MF 125 -0.10 0.55 CBH12N203 Sy 5=0IETHYLBARBITURIC ACIO/BARBITAL/VERONAL/
3025 OCTANOL 80 1.73 1.73 = (B8H1201 CYCLOHEXANOLy 1-ETHYNYL
3026 OIETHYL ETHER 112 0.29 0.37 A (CBH1202 CYCLOHEXANE=-1y 3-0IONEy 5, 5~OIMETHYL/O IMEOON/
3027 CHCL3 112 0.76 1.30 N CBH1202 CYCLOHEXANE=-1,y 3-0I0NEy 5y S~0IMETHYL/0 1MEOON/
3028 OILS 347 le42 2.48 A CBHlL202 SORBIC ACIOyETHYL ESTER
3029 OCTANOL 298 3.99 3,99 = CBH12S511 S1LANEy OIMETHYL-PHENYL
3030 N-HEPTANE 400 14 -1.15 CBH13N102 ARECOL IN
3021 OCTANOL 348 -0.04 -0.04 = CBHI3N102 N-PROP IONYLCYCLOBUTANECARBOXAMIOE
3032 OCTANOL 218 1.52 1.52 = (BH13N10251 3y 5-THIOMORPHOL INEOIONEy2y2-0IETHYL
3033 OCTANOL 134 1.52 1.52 = CBH14N4D1S1 3-ETHYLTH10-4-AMINO-6-1-PR-1,2,4-TR1AZINE-5-0ONE
3034 OCTANOL 134 1.39 1.39 = CBHL4N401S51 3-METMIO=4—AMINO-6-1-8U~1y2y4-TRIAZINE-5-0ONE
3035 OCTANOL 134 1.70 1.70 = CBH14N401S1 3-METHIO=-4-AMINO-6-T-BU~1y 2y 4-TRIAZ1NE-5-0ONE
3036 CHCL3 285 2.97 4420 A (BH1402 6-METHYL-2, 4~HEPTANEO IONE/I-VALERYLACETONE/
3037 OCTANOL 258 0.55 0.55 = (B8H1403 HEPTANOIC ACIO, 6-KETO METHYL ESTER
3038 OIETHYL ETRER 212 0.67 0.70 A CBH1404 SUBERIC ACIO
3039 OIETHYL ETHER 194 0.47 0.54 A CBH1404 SUBERIC ACIO
3040 N-BUTANOL 194 0.92 0. 80 CBH1404 SUBERIC ACIO
3041 ETHYL ACETATE 194 0.70 0.70 CBH1404 SUBERIC ACIO
3042 CYCLOHEXANONE 194 0.85 CBH1404 SUBERIC ACIO
3043 2-BUTANONE 194 0.68 0.72 CBH1404 SUBERIC ACIO
3044 ME-I-BUT.KETONE 194 0.68 0o 74 CBH1404 SUBERIC ACIO
3045 OCTANOL 56 -0.29 -0.29 = (BH1406 TARTARIC ACIO,OIETHYL ESTER
3046 OIETHYL ETRER 3 -0.19 -0.05 A CBH1406 TARTARIC ACIOyOIETHYL ESTER
3047 OIETHYL ETHER 401 -0.35 -0.19 A CBH1406 TARTARIC ACIO,OIETHYL ESTER
3048 1-0CTANOL 353 -1.38 CBH15K102 POTASSIUM OCTANDATE
3049 OCTANOL 260 0.67 0.67 = (CBH1I5N101 2-AZACYCLONONANONE
3050 OlETHYL ETFER 3 -1.28 -0.28 8 CBHLI5N1O01 TROPINE
3051 I-BUTANOL 4 0. 49 0.21 CBHISN101 TROP INE
3052 CHCL3 67 -0.77 CBHISNIO3 D-ISOLEUCINE, ACETYL
3063 CHCL3 67 -0.84 CBH15N103 O-LEUCINEy ACETYL
3054 CHCL3 67 -0.70 CBH15N103 NORLEUCINE, ACETYL
3055 OCTANOL 260 l.44 l.44 = CBHIS5N1S1 2-AZACYCLONONANTH1ONE
3056 OCTANOL 227 -1.45 -1.45 = CBHI5N307 STREPTOZOTOCIN (NCS B5998)
3057 1-0CTANOL 353 -1.38 CBH15NALO2 SOOIUM OCTANDATE
3058 PARAFFINS 241 -0.57 CBH16N251 N—AMYLETHYLENETHIOUREA
3059 N-HEPTANE 139 31 0.63 CBH1602 OCTANOIC AC10
3060 CHCL3 402 46 -0.92 CBH17CL2N102 01-I-PROPYLAMMON IUM-01CHLOROACETATE
3061 BENZENE 402 46 -1.77 CBH17CL2N102 OI-I-PROPYLAMMONUM-0ICHLOROACETATE
3062 I-BUTANOL 4 1.99 2.29 CBH17N1 2-PROPYLPIPERIOINE/CONIINE/
3063 XYLENE 46 1.95 2.61 8 CBH17N1 2-PROPYLPIPERIOINE/CONIINE/
3064 OCTANOL 218 l.81 1.81 = CBH17N101S1 PROP IONAMIOE, 2-BUTYLTHIO-2-METHYL
3065 O0lLS 271 1.79 I.92 8 CBH1B8F103P1 Ol BUTYLFLUOROPHOSPHATE
3066 CCL4 271 2.01 1.77 8 €BHLBF103P1 01BUTYLFLUOROPHOSPHATE
3067 OIETHYL ETFER 378 44 -1.00 0.06 8 CBH1BN202 N-METHYLCARBAMIC AClO+OIETHYLAMINOETHYL ESTER
3068 OCTANOL H 3.15 3.15 = (CBHlB01 OCTANOL
3069 OILS 201 1.77 2.80 A CBH1BO01 OCTANOL
3070 OIETHYL ETFER 2 0.04 0.15 A CBH1803 OIETHYLENE Gi YCOLs»MONOBUTYL ETHER
3071 OILS 2 -0.92 0.40 A CBH1803 OIETHYLENE GLYCOL,MONOBUTYL ETHER
3072 OILS 173 0.72 1.04 8 CBH1BD4S2 292-BIS(ETHYLSULFONYL ) BUTANE/TRIONAL/
3073 o0lLS 168 0.66 0.98 8 CBH1BO4S2 24 2-BIS(ETHYLSULFONYL ) BUTANE/TRIONAL/
3074 O1LS 214 0.65 0.97 8 (CBH1B04S2 292-B1S(ETHYLSUL FONYL ) BUTANE/TRIONAL/
3075 OIETHYL ETFER 3 -2.62 -2.18 A CBH1BOS TETRAETHYLENE GLYCOL
3076 1-BUTANOL 4 -0.62 -1.38 C8H1805 TETRAETHYLENE GLYCOL
3077 OIETHYL ETHER 3 2,52 3.04 8 CBHI9N1 OI-1-BUTYLAMINE
3078 1-BUTANOL 4 2.38 2.84 CBHI9N1L OI-I-BUTYLAMINE
3079 OCTANOL 218 2.68 2.68 = CBH1I9NL OIBUTYLAMINE
3080 I-BUTANOL 4 2435 2.90 CBH19N1 OCTYLAMINE
3081 CCré 135 2,63 2.33 8 CBH1902P1S2 PHOSPHOROOITHIOTIC ACIO,01-1-BUTYL
3082 I-PENT. ACETATE 135 2.23 2.13 CBH1902P152 PHOSPHOROO ITHIOTIC AClO,0I-N-BUTWVL
3083 CCL4 135 2.52 2.26 8 CBH1902P1S2 PHOSPHOROOITHIOTIC ACIO,0I-N-BUTYL
3084 ME-I-BUT.KETONE 135 2.54 2.27 CBH1902P182 PHOSPHOROOITHIOTIC ACIO,01-N-BUTYL
30ES OCTANOL 56 2.03 2.03 = (CBH1902S82 ETHYLPHOSPHONATE,O-ET-§-(2-ET-THIOETHYL)
3086 OI-BUTYL ETHER 236 17 1.04 CBH1904P1 OI-I-BUTYL PHOSPHATE
3087 CHCL3 50 0.24 l.44 A CBH1904P1 OIBUTYL PHOSPHATE
3088 CHCL3 403 0.34 1.53 A CBH1904P1 O1BUTYL PHOSPHATE
3089 BENZENE 50 -0.42 CBH1904P1 O01BUTYL PHOSPHATE
3090 BENZENE 404 -0.42 1.00 A (CBH1904P1 01BUTYL PHOSPHATE
3091 TOLUENE 404 -0.70 0.9 A CBH1904P1 OIBUTYL PHOSPHATE
3092 NITROBENZENE 50 =0.14 CBH1904P1 01B8UTYL PHOSPHATE
3093 CCL4 50 ~l.44 0.63 A (CBH1904P1 OIBUTYL PHOSPHATE
3094 O0OI-BUTYL ETHER 50 =0.14 CBH1904P1 OIBUTYL PHOSPHATE
3095 O01-BUTYL ETHER 236 17 1.18 CBH1904P1 O1BUTYL PHOSPHATE
3066 O0I-I-PR. ETHER 50 0.52 1.15 CBH1904P1 01 BUTYL PHOSPHATE
3097 HEXANE 50 =2.34 CBH1904P1 01BUTYL PHOSPHATE
3098 ME-I-BUT.KETONE 50 1.36 1.19 | CBH1904P1 01BUTYL PHOSPHATE
3C99 S—PENTANOL S 274 2.21 CBH1904P1 OIBUTYL PHOSPHATE

3100 PARAFFINS 50 -I.96 CBH1904P1 01 BUTYL PHOSPHATE
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NO.

3101
3102
3103
3104
3105
3106
31C7
3108
3109
3110
3111
3112
3113
3114
3115
3116
3117
3118
3119
3120
3121
3122
3123
3124
3125
3126
3127
3128
3129
3130
3131
3132
3133
3134
3135
3136
3137
3138
3139
3140
3141
3142
3143
3144
3145
3146
3147
3148
3149
3150
3151
31£2
3153
3154
3155
3156
3157
3158
3159
3160
31¢1
31€2
3163
31¢4
3165
3166
3167
3168
3169
3170
3171
3172
3173
3174
3175
3176
3177
3178
3179
3180
3181
3182
3183
3184
3185
3186
3187
3188
3189
3190
3191
3192
3193
3194
3195
3166
3197
3198
3199
3200

SOLVENT

PARAFFINS
OIETHYL ETHER
ME-I-BUT.KETONE
CHCL3
OCTANOL

N1 TROBENZENE
I-BUTANOL
OCTANOL

OLEYL ALCOHOL
CYCLOHEXANE
CHCL3

HE XANE
CYCLOHEXANE
CYCLOHEXANE
OCTANOL
OCTANOL

CHCL3

OCTANOL
OCTANE
OCTANOL
OCTANOL
OCTANOL

OC TANOL

HE XANE
OCTANOL
CYCLOHEXANE
OILS

OCTANOL

OC TANOL
CYCLOHEXANE
O1ETHYL ETFHER
1-BUTANOL
CYCLOHEXANE
OCTANOL
CYCLOHEXANE
CYCLOHEXANE
CYCLOHEXANE
CYCLOHEXANE
OCTANOL
OCTANOL
CYCLOHE XANONE
CYCLOHE XANOL
OCTANOL
OCTANOL
OCTANOL
CYCLOHEXANE
OCTANOL
OCTANOL
CYCLOHEXANE
XYLENE

OC TANOL
CYCLOHEXANE
OCTANOL
OCTANOL
OCTANOL

CHCL3

CHCL3
N-BUTANOL
TOLUENE

PRIM. PENTANOLS
1-PENT. ACETATE
cCLe
ME-I-BUT.KETONE
0-0ICL. BENZENE
OCTANOL
CYCLOHEXANE
OCTANOL
OCTANOL
CYCLOHEXANE
CHCL3

BENZENE

CCL4

OCTANE

OC TANOL
CYCLOHEXANE
CYCLOHEXANE
CYCLOHE XANE
CYCLOHEXANE
CYCLOHEXANE
OC TANOL

OLEYL AtCOHOL
OLEYL ALCOHOL
OLEYL ALCOHOL
CYCLOHEXANE
CYCLOHEXANE
CYCLOHEXANE
OCTANOL

o1LS

olLsS

OCTANOL
OCTANOL

HE XAOEC ANE
OECANE
CYCLOHEXANE
OCTANOL
OCTANOL
OCTANOL

0C TANOL
CYCLOHEXANE
CYCLOHEXANE

REF FOOT

404
236
236
405
297

92
184
235
406
379
407
299
379
379
216
268
407
302
408
216
216
216
216
299
218
304
173
218
409
304

141

NOTE

17
17
46
46
46

19
14

19

24
24

LOGP
soLv

-1.96
l.62
1.45

-2.52

-2.82

-1.65

-l.14
2.85
3.13

-I.15
1.58
0.58
1.18

-0.07
2.73
2.33
l.12
1.56
2.63
1.86
1.84
1.82
1.40
0.21
1.39
0.48
1.21
0. 61
0.36

-0.12
1.04
1.48
2.46
1.07
3.36
4.40
3.61

-0.48
2.62
2.36
3.42
2.72
2.86
2.48
2.19
1.53
2.03
2.06
1.26
l.14
2.08
l.11
1.26
1.96
2.02
2.60
2,64
1.67
2.21
1.79
2.24
2.06
2413
2.48
1.18
0.67
0.93
0.95
1.41
2.51
2.20
1.91
1.02
2492
3.01
3.05
2463
2.97
3.31
2.35
2.15
1.65
0.85
2.47
2.57
2.67
2.37
3.99
2.30
1.16
1.79

-1.78

-1.78
1.28
1.11
0.97
0.95
0.36
1.52
1.59

LOGP
a[ §

1.28

-2.82

2.85
3.70

2.35
2.72
2.22
l.42

2.37
4.82
3.28
1.16
1.79

1.11
0.97
0.95
0.36

n wwnwu

@

LN

@@ N U

e

EMPIRICAL
FORMUL A

€BH1904P1
CBH1904P1
CBH1904P1
CBH20CL1N1
CBH2011N1
CBH20I1N1
CBH21N105
C9H4CL3N10251
C9H4CLL3N10251
C9H4F3N3
COHSCLLIINIOL
COHSCLING
COHSCL2F3N2
CO9HO6CL1F3N2
C9H6CLINL
C9H6CLINL
C9H6CL1INLOL
C9H6CLLINLO3
C9HENLS 1
C9H6N202
C9H6N202
C9H6NZ202
C9HEN202
C9HO6N4S
C9H602
C9H602
C9H602
C9H602
C9H602
C9H602
C9H606
C9H606
COHTCLIN204
C9HTCL105
COHTCL2N102
C9HTCL2N102
C9HTCL2N202
COHTF3N2
C9HTF302
C9HTF303
C9HTF303
C9HTF303
C9HTF30351
COHTF304
C9HTF305S51
C9HTNL
C9HTN1
C9HTNL
CI9HTNL
C9HTNL
C9HTNL
C9HTNL
C9HTNLO1L
C9HTN101
C9HTN1O1L
C9HTN1O01
C9H7N101
C9HTN1O1
C9HTNLOL
C9H7NLO1
C9HTN1O1
C9H7NLO1
C9HTNLOL
C9HT7NLOL
C9HTN102
C9HTNLO2
C9H7N103
C9HTN103
C9HTN104
C9HTNLSL
C9HTNLS1
C9HTNLS1
C9HTNLS1
C9HB
C9HBBR1IN102
C9HBBR1IN1O2
C9HBCL1NIO2
C9HBCLLIN102
C9HBCL1IN1O02
COHBCL3NIO2SE
C9HBCL3N102S1
C9HBCL3IN103S1
C9HBCL3N103S1
C9HBF1IN1O2
C9HBFIN1D2
C9HBF1N102
C9HBF3N102
C9HB1203
C9HB1204
C9HBN2
C9HBN2
C9HBN2
COHBN2
C9HBN2
C9HBN202
C9HBN202
C9HBN202
C9HBN202S1
COHBN204
C9HBN204

NAME

OIBUTYL PHOSPHATE

0CTYt PHOSPHATE

OCTYL PHOSPHATE

TETRAETHYLAMMONIUM CHLORIOE
TETRAETHYLAMMONIUM 10010E
TETRAETHYLAMMONIUM IOO10E
TETRAETHANOLAMMONIUM HYOROX10E

N- (TRICHLOROMETHYL THIO )PHTHALLMIOE /FOLPE T/ PHALTAN/
N-TRICLMETHIOPHTHALIM10E/PHALTAN/
2-TRIFLUOROMETHYL-5-CYANO-BENZ1MIDAZOLE
8- QU INOL INOL y 5-CHLORO-7- 1000

CARBONYL CYAN1OEsM-CHLORO-PHENYLHYORAZONE
2-TRIFLUOROME=-4, 6-0ICL—5-ME-BENZ1MI0AZOLE
2-TRIFLUOROME-6-CL—-5-ME-BENZ IMIOAZOLE
6-CHLOROQUINOL INE

8- CHLOROQUINOL INE

8- QUINOL INOL, 5-CHLORO

PHENOXYACET 1C ACIOy 3-CYANO-4-CHLORO

QU INOL INEy 5 -BROMOy B-MERCAPTO
S-NITROQUINOL INE

6-NITROQUINOL INE

T-NITROQUINOLINE

B8-NITROQUINOL INE

CARBONYL CYANIOE,PHENYLHYORAZONE

COUMAR IN

COUMAR IN

COUMAR IN

1+ 3-1NOANOIONE

14 3-1NOANEO1ONE

1y 3-1INCANEO IONE
BENZENE, 1,3, 5-TRICARBOXYLIC AClO
BENZENEy19345-TRICARBOXYLIC AClO
STYRENE,2-CHLOROy 5-N1TRO48-N1TRO,8-METHYL
PHENOXYACETIC AC1043-CARBOXY-4-CHLORD
STYRENE, 354~0ICHLOROyB-N1TROyB-METHYL
STYRENE» 2+ 6~0ICHLOROyB-N1TROyB-METHYL
STYRENEy 29 4~01CHLORO» B-N1TROy8~METHYL
2-TR1FLUOROME-5-METHYLBENZ IM10AZOLE
M-TR1FLUOROMETHYLPHENYLACETIC ACIO
M-TRIFLUOROMETHYLPHENOXYACETIC AClO
M-TRIFLUOROMETHYLPHENOXYACETIC AClO0
M-TR1FLUOROMETHYLPHENOXYACETIC ACI1O
M-TR1FLUOROMETHYLTHLIOPHENOXYACETIC AClO
M-TR1FLUOROMETHOXYPHENOXYACETIC AClO
M-TRIFLUOROMETHYLSULFONYLPHENOXYACETIC ACI1O
CINNAMONITRILE

QU INOL INE

QU INOL INE

QU INOL INE

QU INOL INE

1-QUINOL INE

I-QUINOL INE

2- QUINGL 1NOL

8-QUINCL INOL

8-QU INOL INOL

8-QUINOL INOL

8- QUINOL INOL

8-QU INOLINOL

8-QU INOL INOL

8-QUINOL INOL

8-QU INOLINOL

8-QU INOL INOL

8-QUINCL INOL

8-QU INOL INOL

M- CYANOPHENYLPHENYLACET1C AC10

PHTHAL 1M1DE, N=METHYL

PHENOXYACET1C AC10,4-CYANO

PHENOXYACET1C AC10,3-CYANOD

STYRENEs 39 4—010XYMETHYLENE,B-N1TRO
B8-QUINOL INETHIOL

8- QU INOL INETHIOL

B-QUINOLINETHIDL

B8-QUINOL INETHIOL

INOENE

ST YRENEy 2-BROMO+B-N1TRO,B8-METHYL

STYRENE, 3-BROMO, B-N1TRO,B8-METHYL

STYRENEy 3-CHLOROyB-N]1TROsB=METHYL
STYRENEy4~CHLOROyB-NITROyB-METHYL
STYRENEy2=CHLOROyB8-N1TRO,B8=METHYL

CAPTAN

N-(TR]1CLMETH10)-TETRAHYOROPHTHAL IM10E/CAPTAN/
N-TR1CHLMETH10-3, 6—~ENOOXOHEXAHYOROPHTHAL 1M10E
N-TRICLMETH10-4y 5-EPOXYHEXAHYDROPHTHAL1M1DE
STYRENEy 4~FLUOROyB-N1TRO,8=-METHYL
STYRENEs 3-FLUOROyB-N1TROyB=METHYL
STYRENEy 2-=FLUOROyB=N1TROyB=METHYL
N-METHYL=-3-TR1FLUDROMETHYLPHENYLCARBAMATE
BENZOLC ACIOy4-0Hy3,5-01-10004ETHYL ESTER
BENZOIC ACIOy345-01-1000y4-0HyB-HYDROXYETHYL ESTER
5= AMINOQU INOL INE

8-AMINOQU INOL INE

O-PHENYLENEO1AMINE

O-PHENYL ENEDTAMINE

QU INOL 1NEy 3-AMINO

N-METHYL-2-CYANOPHENYL CARBAMATE
N-METHYL-3-CYANOPHENYL CARBAMA TE
N-METHYL-4-CYANOPHENYLCARBAMATE
8-SULFONAM100QU INOL INE
STYRENEy2-N1TROyB8-N1TRO,B-METHYL
STYRENEy4-N1TROy B-N1TRO,B8=METHYL
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NO. SOLVENT REF FOOT LOGP LOGP EMPIR]ICAL NAME
NOTE SOLV ocT FORMUL A

3201 CYCLOHEXANE 141 1.62 C9HBN204 STYRENE,3-NITROy B~N1TRO,B8-METHYL
3202 OCTANOL 238 1.88 1.88 = C9HBOL ACRYLOPHENDNE

3203 CYCLOHEXANE 304 0.96 C9HBOL 1-INOANONE

3204 OCTANOL 218 2.13 2.13 = (C9HBO2 CINNAMLC ACIO/TRANS/

3205 CHCL3 149 1.20 2.31 A (C9HBO2 CINNAMIC ACIO/TRANS

3206 CHCL3 29 12 1.97 3.01 A (C9HBO2 CINNAMIC AC10/TRANS/

32(¢7 XYLENE 46 0.15 1.97 A C9HBO2 CINNAM1C AC10/TRANS/

3208 TOLUENE 29 12 1.60 2.98 A (C9HBO2 CINNAMLIC AC1D/TRANS/

3209 ME-I-BUT.KETONE 149 2.33 2.08 C9HBO02 CINNAMLC AC10/TRANS/

3210 OCTANOL 268 3.25 3.25 = (C9HBO2S1 Sy 7-01 METHYL-2-0X0-1, 3-BENZOXATH1OL
3211 OCTANOL 186 1.23 1.23 = C9HBO4 ACETYLSALICYLIC AClO/ASPIRIN/
3212 OCTANOL 218 1.19 1.19 = C9HBO¢ ACETYLSALICYLIC ACLO/ASPIRIN/
3213 OIETHYL ETFER 46 1.15 1.13 A C9HBO4 ACETYLSALICYLIC AC1O/ASPIRIN/
3214 CHCL3 29 0.26 1.45 A C9HBO4 ACETYLSALICYL1C AClO/ASPIRIN/
3215 CHCL3 254 0.30 1.46 A C9HBO4 ACETYLSALICYL1C ACIO/ASPIRIN/
3216 XYLENE 46 -0.57 1.16 A C9HBO4 ACETYLSALICYLIC AC1O/ASPIRIN/
3217 TOLLUENE 29 -0.49 1.12 A C9HBO4 ACETYLSALICYLIC ACIO/ASPIRIN/
3218 N-HEPTANE 254 -1.52 C9HBO4 ACETYLSALICYLIC ACLO/ASPIRIN/
3219 OCTANOL 10 lo14 lel4 = C9HBO4 M-CARBOXYPHENYLACET1C ACIO

3220 OIETHYL ETFER 414 0.40 0.46 A C9HBO4 HOMOPHTHAL1C AClO

3221 OCTANOL 10 1.83 1.83 = (C9HBO4 1SOPHTHAL1C AC10yMETHYL ESTER
3222 OCTANOL 10 1.11 l.11 = C9HBOS PHENOXYACET1C ACIOyM-CARBUXY

3223 CYCLOHEXANOL 302 1.75 C9HBOS PHENOXYACETIC ACIO,M-CARBOXY

3224 OCTANOL 255 1.72 1.72 = C9HONIL BENZYLACETONITRILE

3225 OCTANOL 302 1.66 1.66 = C9HI9NL BENZYLACETONITRILE

3226 OCTANOL 309 2.60 2.60 = C9H9NL INOOLEy 3-METHYL

3227 OCTANOL 309 2.68 2.68 = C9H9NL INOOLEy 5-METHYL

3228 CYCLOHEXANE 304 -2.21 C9H9N1O01 CLINNAMAMIOE

3229 OCTANOL 141 2.52 2.52 = C9H9N102 STYRENEyB-METHYL-B-N1TRO

3230 CYCLOHEXANE 141 2.69 C9HIN1 02 STYRENEy B-METHYL=B=NITRO

3231 OCTANOL 141 26 2.28 2.28 = C9HIN1O2 STYRENE, 4~METHYL-B8=-N1TRO

3232 CYCLOHEXANE 14l 2.40 C9H9N102 STYRENE,2-METHYL , B=N1TRO

3233 CYCLOHEXANE 141 2.42 C9HIN102 STYRENEy4-METHYLyB-N1TRO

3234 OCTANOL 56 1.88 1.88 = C9HIN1O03 O-AMINOBENZO1C AC1OyN-ACETYL

3235 OIETHYL ETHER 3 -0.41 -0.25 A C9H9NIO3 GLYCINE, N~BENZOYL/HIPPURIC ACl0/
3236 OIETHYL ETFER 46 -0.22 =-0.,07 A C9HON1O03 GLYC INE,N-BENZOYL /HIPPURLIC AClD/
3237 OCTANOL 141 2.30 2.30 = C9H9N1O3 STYRENE, 3-METHOXY=B8=N1TRO

3238 CYCLOHEXANE 141 1.73 C9HON1 03 STYRENE,4~METHOXYyB=N1TRO

3239 CYCLOHEXANE 141 1.89 C9H9N103 STYRENE, 3-METHOXY,B=N1TRO

3240 CYCLOHEXANE 141 2.15 C9HI9N103 STYRENE, 2-METHOXY,B=N1TRO

3241 OCTANOL 141 1.88 1.88 = C9HIN1O4 STYRENE4~HYDROXY=-3-METHOXY-8-N1TRO
3242 CYCLOHEXANE 141 0.04 C9H9NLO4 STYRENEy 4~HYOROXYs 3-METHOXY,8-N1TRO
3243 OCTANOL 393 63 0.35 0.35 = (C9H9N302S2 SULFATHIAZOLE

3244 OCTANOL 56 0.05 0.05 = C9H9N302S82 SULFATHIAZOLE

3245 OIlETHYL ETFER 342 -0.72 0.21 B8 C9HIN30252 SULFATHLAZOLE

3246 DIETHYL ETFER 113 15 =-0.99 =-0.03 B C9HIN30252 SULFATHIAZOLE

3247 CHCL3 343 2 -0.82 =-0.16 N C9H9N302S2 SULFATHLAZOLE

3248 CHCL3 113 15 =-0.75 -0.09 N C9HIN302S2 SULFATHIAZOLE

3249 CHCL3 326 -0.87 -0.21 N C9H9N302S2 SULFATHIAZOLE

3250 CHCL3 344 44 -0.80 -0.14 z C9HIN3 0252 SULFATHIAZOLE

3251 CHCL3 393 63 -0.73 -0.68 C9HIN302S52 SULFATH1AZOLE

3252- CHCL3 415 44 -0.74 -0.08 N C9H9N302S2 SULFATH1AZOLE

3253 BENZENE 343 2 -0.96 0.43 A C9H9N302S2 SULFATH1AZOLE

3254 1-PENT. ACETATE 343 2 -0.28 -0.47 C9HIN3 0252 SULFATH1AZOLE

3255 CCL4 343 2 -1.57 0.54 A C9H9N302S2 SULFATHIAZOLE

3256 N-FEPTANE 415 44 -4.60 C9HIN302S52 SULFATHIAZOLE

3257 OCTANOL 235 3.23 3.23 = (9H10 ALLYLBENZENE

3258 OCTANOL 9 3.35 3.35 = (9HI1O 1-PROPENEy 1-PHENYL

3259 HEXANE 391 0.58 C9H10CL1IN1O02 N-METHYL CARBAMATE, 3-METHYL,4-CHLOROPHENYL
3260 OCTANOL 384 2.57 2.57 = C9H10CLINLO2 N-METHYL-3-METHYL-4-CHLOROPHENYLCARBAMATE
3261 N-FEPTANE 416 14 0.49 C9H10CL1IN1O3 P—AMINOSALICYLIC ACIO,2-CHLOROETHYL ESTER
3262 OLEYL ALCOHOL 406 2.40 2.97 C9H10CL3N10251 N-TR1CLMETHIOHEXAHYDROPHTHAL IMIOE
3263 CHCL3 306 0.48 1.60 A C9H1I011IN104S1 N-(P-1000BENZENESULFONYL JALANINE
32¢4 CCL4 306 12 -1.40 0.65 A C9H1011N104S1 N-(P-1000BENZENESULFONYL JALANINE
3265 CLCH2CH2CL 306 0.74 C9H1011N104S1 N-(P-IO00BENZENESULFONYL JALANINE
3266 OIETHYL ETHER 306 0.62 0.70 A C9H1011N10551 N-(P-1000BENZENESULFONYL )SERINE
3267 CHCL3 306 12 -1.30 0.04 A C9H1011N10551 N-(P-1000BENZENESULFONYL ) SERINE
3268 ETHYL ACETATE 306 1.34 1.49 A (9H10I1N10551 N— (P-1000BENZENESULFONYL ) SERINE
3269 CLCH2CH2CL 306 -0.82 C9H1011N105S1 N-(P-IOO0BENZENESULFONYL ) SERINE
3270 OCTANOL 206 2.35 2.35 = C9HION2 BENZIM10OAZOLE, Sy 6~01METHYL
- 3271 OCTANOL Io 0.26 0e.26 = C9H1ON20% PHENOXYACET1C AC1D,3-UREIO00

3272 OCTANOL 56 0.54 0.54 = C9HLON402S52 SULFAMETH1ZOLE

3273 CHCL3 343 2 -0.05 0.53 N C9H10N402S52 SULFAMETHIZOLE

3274 CHCL3 415 44 -0.43 0.21 N C9H1ON40D2S52 SULFAMETH1ZOLE

3275 BENIENE 343 2 =1.77 ~0.36 A C9H1ON402S2 SULFAMETHIZOLE

3276 1-PENT. ACETATE 343 2 0.34 0.18 C9H10N4D2S2 SULFAMETHIZOLE

3277 CCL4 343 2 -1.82 0.33 A C9HLON4D2S2 SULFAMETHIZOLE

3278 N-FEPTANE 415 44 -3,83 C9H10N40252 SULFAMETHIZOLE

3279 0OC TANOL 218 2.94 2.94 = (9H1001 ALLYLPHENYL ETHER

3280 OCTANOL 56 1.95 1.95 = (C9H1001 CINNAMYL ALCOHOL

3281 CYCLOHEXANE 325 0.61 C9H1001 4- INOANOL

3282 CYCLOHEXANE 325 0.48 C9H1001 5- INOANOL

3283 OCTANOL 255 1.44 le44 = (C9H1001 2-PROPANONE, I-=PHENYL

3284 OCTANOL 255 1.96 1.96 = (C9H1002 ACETIC ACIOyBENZYL ESTER

3285 CHCL3 254 0.71 1.83 A C9H1002 P—HYOROXYPROPIOPHENONE

3286 N-HEPTANE 254 -0.92 C9H1002 P=HYOROXYPROP [OP HENONE

3287 OCTANOL 10 1.95 1.95 = (C9H1002 M-METHYLPHENYLACETIC ACIO

3288 OCTANOL 10 1. 86 1.86 = (9H1002 P=METHYLPHENYLACETIC AC1O

3289 OCTANOL 255 1.83 1.83 = (9HI002 PHENYLACETIC ACIOyMETHYL ESTER
3290 OILS 362 0.51 1.68 A (C9H1002 A-PHENYLPROPIONIC ACIOD

3291 OIS 385 0.75 1.91 A C9H1002 A-PHENYLPROPIONIC ACIO

3292 OCTANOL 255 l.84 I.84 = (9H1002 B8-PHENYLPROP IONIC ACIO

3293 CHCL3 46 1.10 2.22 A C9H1002 8-PHENYLPROPIONIC ACIO

3294 OILS 36l 0.72 1.91 A C9H1002 B-PHENYLPROPIONIC ACIO

3295 OILS 417 0e.B82 1.92 A C9HL002 B-PHENYLPROPLIONIC ACIO

3296 XYLENE 46 0e46 2.29 A C9H1002 8-PHENYLPROPIONIC ACIO

3297 OIETHYL ETHER 248 l.34 1.29 A (C9H1003 BENZALOEHYOE, 3-ETHOXY=4-HYOROXY/ETHYL VANILLIN/
3298 CYCLOHEXANE 248 0.03 €9H1003 BENZAL CEHYOE, 3-ETHOXY-4-HYOROXY/ETHYL VANILLIN/
3299 BENZENE 248 1l.43 2,81 A (C9H1003 BENZAL OEHYOE, 3~ETHOXY=-4—HYOROXY/ETHYL VANILLIN/

3300 CiCH2CH2CL 248 1.86 C9H1003 BENZAL OEHYOE, 3-ETHOXY=4-HYOROXY/ETHYL VANILLIN/
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NO. SOLVENT : REF FOOT LOGP LOGP EMPIRICAL NAME

NOTE SOLV ocr FORMULA
3301 OCTANOL 56 2.47 2.47 = (C9H1003 P-HYOROXYBENZOIC ACI0,ETHYL ESTER
3302 OCTANOL 10 1.50 1.50 = (C9H1003 M-METHOXYPHENYLACETIC AC10
3303 OCTANOL 10 l.42 1.42 = (9H1003 P-METHOXYPHENYLACETIC AClO
3304 OILS 383 0.45 1.63 A C9H1003 P=METHOXYPHENYLACETIC AC10
33C5 OCTANOL 10 1.78 1.78 = C9H1003 M-METHYLPHENOXYACETIC ACIO
3306 OCTANOL 10 2.10 2.10 = C9H1003 O-METHYLPHENOXYACETIC AC!0
33C7 OCTANOL 268 19 1.86 le86 = (C9H1003 P-METHYLPHENOXYACET1C AC10
3308 CYCLOHEXANONE 302 2446 2446 = (9H1003 P—METHYLPHENOXYACETIC ACIO
3309 CYCLOHEXANOL 302 2.05 2.05 = (9H1003 P=METHYLPHENOXYACETIC ACIO
3210 OCTANOL 10 1.90 1.90 = (C9H100351 PHENOXYACETIC ACIOy3-METHYLTH1O
3311 OILS 173 0.86 1.98 A C9H1004 GLYCOL SALICYLATE
3312 OCTANOL 10 0.93 0.93 = (9H1004 PHENOXYACETIC AC10s2-METHOXY
3313 OCTANOL 10 1.23 1.23 = C9H1004 PHENOXYACETIC AC1044-METHOXY
3314 OCTANOL 10 1.38 1.38 = C9H1004 PHENOXYACET1C ACIOs3-METHOXY
3315 CYCLOHEXANONE 302 2.40 C9H1004 PHENOXYACETIC AC1043-METHOXY
3316 CYCLOHEXANOL 302 1.80 C9H1004 PHENOXYACET1C AC10y3-METHOXY
3317 OCTANOL 10 0.06 0.06 = C(9H100451 M-METHYLSULFONYLPHENYLACET1C ACIO
3318 OIETHYL ETFKER 323 1.07 1.05 A C9H1005 BENZOLC AC10y4-HYOROXYy345-01METHOXY (ME-SYRINGATE)
3319 OCTANOL 10 0.01 0.01 = (C9H1005S51 PHENOXYACET1C ACIOyM-METHYLSULFONYL
3320 CYCLOHEXANOL 302 0.88 C9H100581 PHENOXYACET 1C ACIOyM-METHYLSULFONYL
3321 OCTANOL 255 3.72 3.72 = (C9H11BR1 PROPYL BROM 10Ey G=PHENYL
3322 OCTANOL 255 3.55 3.55 = (C9HLICL1 PROPYLCHLOR10EyG=PHENYL
3323 HEXANE 391 l.41 COH1ICL3N103P1 ETHYLPHOSPHORAM 10ATE,0-ME 0= (29 4%,5-TR1CLPHENYL)
3324 OCTANOL 258 2.95 2.95 = (9H11lF1 PROPYLFLUOR10Ey G-PHENYL
3325 OCTANOL 226 -1.38 -1.38 = C(9H11F1N205 2' -0EOXY-5-FLUOROURIOINE (27640)
3326 OCTANOL 56 3.90 3.90 = (C9HLLI11 PROPYL 100I0Ey G=PHENYL
3327 BENZENE 72 0.18 1.55 A C9HL11lNlO1 O-ACETAM100TOLUENE
3328 OCTANOL 255 0.91 0.91 = C9H11N1O01 PROP IONAMIOEy 3-PHENYL
3329 OILS 173 -0.20 1.01 A C9H11N102 ACETANILIOE,P-METHOXY/METHACETIN/
3330 OILS 224 0. 30 1.47 A C9H1INL1O02 ACETANILIOEyP-METHOXY/METHACET IN/
3331 OCTANOL 349 2457 2,57 = C9H11N102 O-AMINOBENZOIC ACIO,ETHYL ESTER
3322 1-PENT. ACETATE 418 3 2.50 2.41 C9H11IN102 P-AMINOBENZOIC ACIO,ETHYL ESTER
3333 OLEYL ALCOHOL 390 44 l.61 2.15 C9H11N1O02 P-AMINOBENZOIC AClO+ETHYL ESTER
3334 OCTANOL 186 2.30 2.30 = C9HL1IN102 ETHYLCARBAMATEsN-PHENYL
3335 OILS 173 1.99 3.00 A C9HLIN1O2 ETHYLCARBAMATEsN-PHENYL
3336 0ILS 224 2.18 3.26 A C9H11IN102 ETHYLCARBAMATEsN-PHENYL
3337 OCTANOL 276 0.98 0.98 = C9HLl1IN102 O-METHOXYACETANIL IOE
3338 OCTANOL ’ 276 l.14 lel4 = C9HL11IN1O2 P~METHOXYACETANILIOE
3339 HEXANE 391 0.04 C9H11N102 N-METHYL CARBAMATE,3-METHYLPHENYL
3340 OCTANOL 384 1.70 1.70 = C9H1IN1O02 N-METHYL-M-TOLYLCARBAMATE
3341 OCTANOL 384 l.46 le46 = C9HLINLO2 N=METHYL-0-TOLYLCARBAMATE
3342 OCTANOL 384 1.66 1.66 = C9H11N102 N-METHYL-P-TOLYLCARBAMATE
3343 OCTANOL 56 -1.43 -1.43 = C9H11IN102 PHENYLALANINE, OL
3344 OCTANOL 384 1.92 1.92 = C9H11N10251 N-METHYL—4-METHYLTHIOPHENYLCARBAMATE
3345 N-HEPTANE 370 14 0.98 C9H11N103 P—AMINOSALICYL 1C AClO,ETHYL ESTER
3346 OCTANOL 384 0.81 0.81 = C9H11N103 N-METHYL-2-METHOXYPHENYLCARBAMATE
3347 OCTANOL 384 1.30 1.30 = C9H11IN103 N-METHYL-3-METHOXYPHENYLCARBAMATE
3348 OCTANOL 384 1.20 1.20 = C9H1IN103 N-METHYL-4-METHOXYPHENYL CARBAMATE
3349 OCTANOL 56 -2.,26 =2.26 = (9H11N103 TYROSINEy L
3350 N-HEPTANE 370 14 -0.82 C9HL11N1 04 P—AMINOSALICYL1C ACIOy2-HYOROXYETHYL ESTER
3351 OCTANOL 56 3.66 3.66 = (9HI12 ISOPROPYLBENZENE
3352 OCTANOL 298 3.66 3.66 = (9HI2 ISOPROPYLBENZENE
3353 OCTANOL 258 3. 68 3.68 = (C9H12 PROPYLBENZENE
3354 OCTANOL 218 3.57 3.57 = (C9H12 PROPYLBENZENE
3355 BENZENE 311 6 -l.15 C9H1281N104 PHENYLBORONIC ACID,M-ETHOXYACETAMIOO
3356 BENZENE 311 6 =2.41 C9H1281N104 PHENYLBORONIC ACIOyP-B-ALANLINYL
3357 CHCL3 396 31 2.31 175 8 C9H12CLINL 4—CHLOROAMPHET AM INE
3358 N-HEPTANE 396 31 0.96 C9H12CL1INL 4=-CHLOROAMPHETAM INE
3359 N-BUTANOL 295 52 0.00 -0.51 C9H12CL1IN1O2 PHENYLALANINE HYOROCHLORIOE
3360 N-BUTANOL 295 52 -0.25 =-0.86 C9H12CLIN1D3 TRYROS INE HYOROCHLOREDE
3361 OCTANOL 341 60 0.17 0.17 = C9HI2N2 NORNICOTINE
3362 OCTANOL 186 27 0.98 C9H12N201 UREAy191-0IMETHYL-3-PHENYL
3363 OCTANOL 218 1.02 I.02 = (C9HL2N201 UREAy1,3-0IMETHYL PHENYL
3364 N-HEPTANE 419 -2.52 C9H12N201 UREAy ETHYLPHENYL-
33¢5 N-HEPTANE 419 -2.16 C9H12N201 UREAy METHYL,M-TOLYL-
3366 N-FEPTANE 419 -1.85 C9H12N201 UREAyMETHYL,0-TOLYL-
3367 N-HEPTANE 419 -1.89 C9H12N201 UREA,METHYL,P=TOLYL-
3368 CHCL3 399 1 2.49 2.97 N C9H12N202S1 BARBITURIC ACI0y 5-ALLYL,5-ETHYL,2-THIO
3369 I-PENT. ACETATE 399 I 2.92 2.85 C9H12N202851 BARBITURIC ACIOy 5-ALLYL,5-ETHYLy2-THIO
3370 (CL4 399 1 1l.36 3.02 A (C9H12N20251 BARBITURIC ACIOyS5-ALLYLy5-ETHYL,2-THIO
3371 OCTANOL 399 0.95 0.95 = C9H12N203 BARBITURIC AC10s 5-ALLYLyS-ETHYL
3372 CHCL3 399 1 0.12 0.69 N C9H12N203 BARBITURIC AC10y 5-ALLYL,yS-ETHYL
3373 BENLZENE 399 1 -0.51 0.87 A C9H12N203 BARBITURIC ACIOyS5~ALLYL-5-ETHYL
3374 [I-PENT. ACETATE 399 1 0.98 0.84 C9H12N203 BARBITURIC ACIO»S=ALLYL,S-ETHYL
3375 (CCLé 399 1 -1.20 0.84 A C9H12N203 BARBITURIC ACIOy S—ALLYLyS5-ETHYL
3376 N-BUTANOL 420 37 -0.80 -1.62 C9H12N206 URIOINE
3377 N-BUTANOL 253 36 -0.92 -1.79 C9H12N206 URIOINE
3378 CCL4 ’ 234 12 0.74 C9H12N403 B-METHOXYCAFFEINE
3379 CYCLOHEXANE 132 0.89 C9H1201 PHENOL» S—ETHYL y 3-METHYL
3380 CYCLOHEXANE 325 0.73 C9H1201 PHENOL » 5-ETHYL, 3-METHYL
3381 CYCLOHEXANE 325 0.74 C9HI201 PHENOL » 3—ETHYL » 4—METHYL
3382 CYCLOHEXANE 325 0.97 C9H1201 PHENOL 9 3-ETHYL y 2-METHYL
3383 CYCLOHEXANE 325 1.01 C9H1201 PHENOL » 4—ETHYL 4 2-METHYL
3384 CYCLOHEXANE 325 I.02 C9H1201 PHENOL ¢y 5-ETHYLy 2-METHYL
3385 CYCLOHEXANE 325 1.06 C9H1201 PHENOL » 2-ETHYL y 5-METHYL
3386 OCTANOL 255 1.88 I.88 = (C9H1201 PROPANOL y 3-PHENYL
3387 HEXANE 372 0.08 C9H1201 PROP ANOL, 3-PHENYL
3388 CYCLOHEXANE | 325 0.83 C9H1201 M-PROP YLPHENOL
3389 CYCLOHEXANE 325 I.18 C9H1201 O0-PROPYLPHENOL
3390 CYCLOHEXANE 133 1.08 €9H1201 O=1-PROPYLPHENOL
3391 CYCLOHEXANE 325 0486 C9H1201 . P=PROPYLPHENOL
3392 CYCLOHEXANE 325 0.77 €9H1201 P=I-PROPYLPHENOL
3393 CYCLOHEXANE 133 0.81 €9H1201 P=I-PROPYLPHENOL
3394 CYCLOHEXANE 325 0.97 C9HI201 24 34 5-TRIMETHYLPHENOL
3395 CYCLOHEXANE 325 0.94 C9H1201 2y 4y 5-TRIMETHYLPHENOL
3396 CYCLOHEXANE 325 1l.24 C9HI201 2+496-TRIMETHYLPHENOL
3397 CYCLOHEXANE 325 0.63 C9H1201 394y 5-TRIMETHYLPHENOL
3398 OIETHYL ETHER 332 2437 2.29 A C9H1202 BENZENEy 1y 2-0IHYOROXY=4-PROP YL
3399 DI-BUTYL ETHER 332 © 1.65 C9H1202 BENZENEy 1y 2-0 1HYORO XYy 4—PROPYL

3400 OI-I-PRe. ETHER 332 2.03 2.94 C9H1202 BENZENEy 1y 2-0IHYOROXYy 4=PROP YL
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ND. SOLVENT REF FOOT LOGP  LOGP EMPIRICAL NAME
NOTE  SOLV ocT FORMUL A

3401 OIETHYL ETHER 323 -1e17 -0.91 A C9H1202 OIMETHYLGUALACOL

3402 OILS 327 1.78  2.8B0 A C€9H1202 PHENOL » 2-METHOXY-4-ETHYL/P~E THYLGUAIACOL //

3403 PARAFFINS 327 1.20 C9H1202 PHENOL » 2-METHOXY-4~ETHYL /P—E THYLGUAI ACOL /

3404 OCTANOL 238 1.53 1.53 =' C9H1203 BENZENE, 152, 3-TRIMETHOXY

3405 OILS 327 1.04 2.13 A C9H1203 PHENOL 5 29 6-0 IMETHOXY=4-METHYL

3406 PARAFFINS 327 0.15 C9H1203 PHENOL» 29 6 -0 INETHO XY= 4=METHYL

3407 OCTANOL 238 0.70 0.70 = (9H1203 PHENYL GLYCEROL

3408 OIETHYL ETHER 323 -0.45 =-0.28 A C9H1204 BENZYL ALCOHOL ¢ 35 5-0IME THOXY=4~HYOROXY/SYRINGYL ALCOHOL/

3409 BENZENE 311 6 0.35 C9H138102 PHENYLBORONIC ACIOs254,6-TRIMETHYL

3410 OCTANOL 373 ~1.43 =-1.43 = C9HI3CL1IN20! NL-PROPYLNICOTINAMIOE CHLORIOE

3411 CHCL3 396 31 2,17 1463 8 C9HL3NIL AMPHET AMINE

3412 N-HEPTANE 138 0.53 C9H13N1 AMPHET AMINE

3413 N-HEPTANE 396 31  0.28 C9H13N1 AMPHET AMINE

3414 N-HEPTANE 421 44 1,57 C9H13NL BENZYLOINETHYL AMINc

3415 OIETHYL ETHER 46 1.08  1.82 8 C9HI3NL BENZYLETHYLAMINE

3416 DIETHYL ETFER 374 121 1.92 8 C9HL3NL BENZYL ETHYLAMINE

3417 XYLENE 46 1.72 2437 8 CSH13NIL BENZYL ETHYLAMEINE

3418 XYLENE 422 0,96 1.60 B C9HI3NL ETHYL AMINE, 1-METHYL,2-PHENYL

3419 OIETHYL ETFER 374 1.08  1.80 8 C9HL3NL PHENYL-I-PROPYLAMINE

3420 OCTANOL 255 1.83  1.83 = C9HI3NIL PROPYLAMINE, 3-PHENYL

3421 OCTANOL 312 2445  2.45 = C9H13N1 N-PROPYLANIL INE

3422 CYCLOHEXANE 337 2.95 C9H13N1 0-TOLUIOINE,NyN-OIMETHYL

3423 CHCL3 396 31 =-1.45 -1.46 8 C9H13N1O1 NOREPHEOR INE

3424 N-HEPTANE 396 31 -3.00 C9H13N101 NOREPHEORINE

3425 CHCL3 396 31 -1.00 -1.07 8 C9H13N101 NORPSEUOOEPHEORINE

3426 N-HEPTANE 396 31 -2.00 C9H13NIOI NORP S EUOOEPHEOR INE

3427 HEXANE 376 1.53 C9H13N104 N-ME-N-ACETYLCARBAMIC AC10,2,3-0I-H-2-MEFURANYL ESTER

3428 OCTANOL 283 65 0.37 0.37 = C9H13N301.H3PO4 IPRONIAZIO PHOSPHATE

3429 OCTANOL 227 -2.13 -2.13 = C9HI3N305 1-8-0-ARABINOFURANOSYLCYTOSINE HCL(63B78) (PKA=4,21)

3430 N-BUTANOL 420 37 -0.97 -1.86 C9H13N305 CYTIOINE

3431 OCTANOL 227 -0.79 =-0.79 = C9HL3N305 CYTOSINE ARABINOSIOE (63B878)

3432 OCTANOL 397 1.25 1425 = C9HI3NS ADENINE,9-BUTYL

3433 OCTANOL 397 0.14 0.14 = C9HLI3NSO1 AOENINE, 9-( l-HYOROXYME THYL-PROP YL)

3434 OCTANOL 65 53 2,69 -2.69 = C9YHL4BRINIL BUTYLPYRIOINIUM BROM1OE

3435 OCTANOL 65 46 =2.07 =-2.07 = C9H14BRIN1 PHENYLTRIMETHYLAMMONIUM BROM 10E

3436 OCTANOL 268 46 -1.09 -1.09 = C9H14CLINL 3-PHENYLPROPYL AMINE HYOROCHLOR IOE

3437 OCTANOL 341 60 0.82 0.82 = C9H14N2 No N=OIMETHYL=-2-(3-PYR 10YL ) E THYL AMINE

3438 OCTANOL 341 60 0.54 0.54 = CIHL4N2 N=-ETHYL-2-( 3-PYRIO YL ) ETHYL AMINE

3439 OCTANOL 341 60 0.90 0.90 = C9HL4N2 N-PROPYL=-3-(3-P YR 10YL ) METHYL AMI NE

3440 OCTANOL 341 60 0.82 0482 = C9HI4N2 N-I-PROPYL-3-PYR 10YLMETHYL AMINE

3441 CHCL3 399 I I.54 1.09 B C9HI4N203 BARBITURIC ACIDy5s5-01ETHYL, I-METHYL/METHARBITAL/

3442 1-PENT. ACETATE 399 1 1.31 1.18 C9H14N203 BARBITURIC AC10s555-01ETHYLy 1~METHYL /METHARBITAL/

3443 CCL4 399 1 0.31  0.23 B C9H14N203 BARBITURIC AC10y5,5-0IETHYL, 1-METHYL /METHARBITAL/

3444 OCTANOL 399 0.97 0.97 = C9H14N203 BARBITURIC ACIO,5-ETHYL-5-1-PROPYL/PROBARB ITAL/

3445 CHCL3 399 1 0.20 0.77 N C9H14N203 BARBITURIC AC10s5-ETHYL-5- [-PROPYL/PROBARBITAL/

3446 0ILS 345 —0.14 1.07 A C9H14N203 BARBITURIC AC10,5-ETHYL-5-I-PROPYL/PROBARBITAL/

3447 BENZENE 399 1 -0.58 0.80 A C9H14N203 BARBITURIC ACLOyS-ETHYL-5-I-PROPYL/PROBARBITAL/

3448 1-PENT. ACETATE 399 1  0.95 0.81 C9H14N203 BARBITURIC AC10,5-ETHYL-5-[-PROPYL/PROBARBITAL/

3449 CCL4 399 1 -1.21 -0.85 N C9H14N203 BARBITURIC AC10s5~ETHYL=-5-1-PROPYL/PROBARB1TAL/

3450 OCTANOL 181 10 0.40 0.40 = C9H14N308P1 CYTIOYLIC ACIO

3451 N-BUTANOL 181 10 -0.15 C9H14N308P1 CYTIOYLIC ACIO

3452 PRIM. PENTANOLS 1Bl 10  0.43 C9HI4N308P1 CYTIOYLIC ACIO

3453 HEXANOL 181 18 =-0.15 C9H14N308P1 CYTIOYLIC ACIO

3454 OCTANOL 134 0.38 0438 = C9H14N40251 6= (2-PENHYOROPYRANYL )= 4= AM=3-METHIO=-1,2,4-TR1AZ1NONE

3455 O1ETHYL ETHER 423 2.63  2.42 A C9HI4O01S1 A-CYCLOHEXYLTHIOACRYL1C AC1O

3456 OCTANOL 186 3.84 3.B4 = C9H1401811 PHENOL o P~ (TRIMETHYLSILYL)

3457 OILS 347 1.94 2.96 A C9H1402 SORBIC AC10,PROPYL ESTER

3458 OIETHYL ETHER 3 0.15 0.25 A C9H1406 GLYCERYL TRIACETATE

3459 OLLS 2 -0.36 0.14 B C9H1406 GLYCERYL TRIACETATE

3460 OILS 214 -0.52 0.0l B C9H1406 GLYCERYL TRIACETATE

3461 O1ETHYL ETFER 3 -0.37 -0.21 A C9H1407 TRIMETHYL CITRATE

3462 OILS 2 -1.33  0.03 A C9H1407 TRIMETHYL CITRATE

3463  OCTANOL 298 4472 4472 = C9H14SI1 SILANE, PHENYL-TRIMETHYL

3464 BENZENE 311 6 1.52 C9H158102511 PHENYLBORON1C AC10sP-TRIMETHYLSILICYL

3465 OCTANOL 348 0.41 0.4l = C9HI5N1O2 N-BUTYROYLCYCLOBUT ANECARBOXAMIOE

3466 OCTANOL 348 0.26 0.26 = C9HISN102 N- I-BUTYROYLCYCLOBUTANECARBOXAMIOE

3467 OCTANOL 227 2.83  2.83 = C9HI6CLIN302 1- (2-CLET)=3-CYCLOHEXYL-1-N1 TROSOUREA( 79037)

3468 OECANOL 289 2,69 C9H16CLIN302 1-(2-CLET)-3-CYCLOHEXYL-1-NI TROSOUREA( 79037)

3469 OCTANOL 80 1.40  1.40 = C9H16N103 UREA, 143-01BUTYRYL

3470 OILS 168 -0.23 0.25 8 C9H16N202 01PROPYLHYOANTDIN

3471 OCTANOL 134 1.85 1.85 = C9H16N401S51 3-METH10-4-AMINO—6-1-PENT-1,2,4-TR1AZ1NE-5-ONE

3472 OCTANOL 134 2.06 2.06 = C9H16N4O1S1 3-[-PRTH10-4-AMINO-6-1=PR=1y 2, 4-TR1AZ1NE—-5-ONE

3473 OCTANOL 134 2.12  2.12 = C9H16N40151 3-N-PRTHIO-4—AMINO-6-I-PR-1,2,4-TR1AZ]NE-5-ONE

3474 DCTANOL 5 1.57 .57 = C9H1604 AZELAIC ACIO

3475 DLETHYL ETFER 212 1.20  1.17 A C9H1604 AZELAIC ACID

3476 OLETHYL ETRER 194 12 0.97 1.00 A C9H1604 AZELAIC ACIO

3477 CHCL3 194 12 -0.58 0.71 A C9H1604 AZELAIC ACIO

3478  1-BUTANOL 4 1.66 1.83 C9H1604 AZELAIC ACID

3479 OCTANOL 235 67 2.29 2.29 = CSHLTNL METHYL=1-PROPYL—(1,1-01METHYLPROPYN-3-YL ) AMINE

3480 OILS 290 0.26 1.43 A COH17NLO3 OLETHYL ACETURETHANE/OETONAL/

3481 N-BUTANOL 377 -0.74 =-1.56 C9H17N104 ACETYLCARNITINE

3482 CHCL3 424 46 -3.76 C9H1B11N10D2 N-METHYL4-ACETYL P IPERIOINE METH10D10E

3483 OCTANOL 218 0.70 0.70 = CSH1BN204 MEPROBAMATE

3484 PARAFFINS 241 -0.07 CYHIBN2S1 N-HEXYL ETHYL ENETHIOUREA

3485 OCTANOL 226 2.63 2.63 = C9HIBNG HEXAMETHYLMELAMINE (13875)

3486 CHCL3 425 -1.92 -1.19 N C9H1B06 GLUCOSEy 234 6~TRIMETHYL

3487 CHCL3 425 -1.51 -0.80 N C9H1806 A-METHYL GL UCOS 10€y 25 3-0IMETHYL

3488 OILS 292 0.76 1.87 A C9H19N1OL Ny N-01 ETHYL VAL ERAM 1DE

3489 CHCL3 424 46 -3,05 C9H20 L INL 192, 6~-TRIMETHYLP IPERIDINE METHLO01DE

3490 CHCL3 424 46 =2.94 C9H2011N1 1y3,5-TRIMETHYLPIPERIOINE METH1001DE

3491 O1ETHYL ETFER 3 1.04 1.79 B C9H20N201 TETRAETHYLUREA

3492 OLETHYL ETFER 378 44 -0.92 0.13 8 C9H20N202 NyN-OIMETHYLCARBAMIC ACIO,0lETAMINOETHYL ESTER

3493 DLETHYL ETHER 378 44 -1.08 =-0.01 B C9H20N202 N-ETHYLCARBAMLC ACLD,01ETAMINOETHYL ESTER

3454 OCTANOL 218 2.79  2.79 = C9H2INL TRIPROPYL AM INE

3455 TOLUENE 68 2.52  2.47 8 C9H2INI TRIPROPYL AMINE

3496 OCTANOL 268 0488 -0488 = C9H2IN3.2.H2504 DCTYLGUANIDIUM SULFATE

3457 CCL4 426 1.86 2.53 N C9H2104P1 TRIPROPYL PHOSPHATE

3498 HEXANE 426 0.88 . C9H2104P1 TRIPROPYL PHOSPHATE

3499 OCTANOL 297 46 =-1.84 =-1.84 = C9H2211NL TRIMET HYL-HEXYL-AMMONIUM 10010E

3500 OLETHYL ETHER 3 -0.24 0.65 8 C9H22N2 PENTANE, 2-AMINOy S-D1ETHYLAMINO
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NO. SOLVENT REF FOOT LOGP LOGP EMPIRICAL NAME
NOTE sOLVv ocT FORMUL A

3501 I-BUTANOL 4 1.08 1.0I C9H22N2 PENT ANE, 2—-AMINOy S0 IETHYLAMINO

3502 OCTANOL 206 27 5.18 5+18 = CLlOH3CL2F3N4 QU INOXAL INE 1MI0AZOLEy2-TRIFLOROME-5,7-0ICL
3503 CYCLOHEXANE 141 2.84 C10H4BR202 1y 4=NAPHTHOQU INONE, 2, 3-0IBROMO

3504 OCTANOL 206 27 3.91 3.91 = C1lOH4ACLLF3N4 QU INOXAL INE IMIOAZOLEy 2-TRIFLOROME,6-CL
3505 CYCLOHEXANE 304 2.28 Cl0H4CL2N2 MALONONITR1LEy 39 4-0 ICHLOROBENZAL
3506 CYCLOHEXANE 304 2.45 ClOH4CL2N2 MALONONITRILEy 2y 6~-0ICHLOROBENZAL
3507 CYCLOHEXANE 304 2.71 ClOH4CL2N2 MALONON1TREILEy 29 4-0ICHLOROBENZAL
3508 CYCLOHEXANE 141 2.56 C10H4CL202 1y 4~NAPHTHOQUINONE, 24 3-0ICHLORO
3509 CYCLOHEXANE 304 1.97 C1OHSBRIN2 MALONONITRILEy 3-BROMOBENZAL

3510 CYCLOHEXANE 304 2.03 C10HSBR1IN2 MALONONITRILEy 4~BROMOBENZAL

3511 CYCLOHEXANE 304 2.26 C1lOH5BRIN2 MALONONITRILEy 2-BROMOBENZAL

3512 CYCLOHEXANE 141 2.12 C10H58R102 1y 4~NAPHTHOQUINONE » 2-BROMO

3513 CYCLOHEXANE 304 1.79 C1OHSCL1IN2 MALONONITRILE, 3-CHLOROBENZAL

3514 CYCLOHEXANE 304 1.82 ClOHSCLIN2 MALONONITRILEy4-CHLORDOBENZAL

3515 CYCLOHEXANE 304 2.10 C1OHSCLIN2 MALONONITR ILEy 2-CHLOROBENZAL

3516 OCTANOL 141 2.15 2.15 = C10H5CL102 1y 4~NAPHTHOQU INONE » 2-CHLORO

3517 CYCLOHEXANE 141 1.91 C10H5CL102 1y 4~NAPHTHOQUINONE, 2-CHLORO

3518 HEXANE 317 5.05 C1OHSCLT HEPTACHLOR

3519 HEXANE 317 4.60 C10H5CL701 HEPTACHLOR EPOXIOE

3520 CYCLOHEXANE 304 I.20 C1OHSF1N2 MALONONITRILEy 3-FLUOROBENZAL

3521 CYCLOHEXANE 304 1.22 ClOHS5F1N2 MALONON 1TRILEy 4—FLUOROBENZAL

3522 CYCLOHEXANE 304 1.55 CLOHS5F1N2 MALONONITRILEy 2-FLUOROBENZAL

3523 OCTANOL 206 27 3.08 3.08 = ClOH5F3N4 QUINOXAL INE IM10AZOLEy2-TRIFLUOROMETHYL
3524 HEXANE 299 0.87 C1OH5F3N401 CARBONYL CYANIOE,P-TRIFLUOROME THOXYPHENYLHYORAZONE
3525 OCTANOL 141 -1.08 -1.08 = Cl0H5K15105 1y 4~NAPHTHOQU INONE-2-SULFONATE, POTASSIUM SALT
3526 CYCLOHEXANE 304 -0.56 C1O0H5N102 COUMAR 1Ny 3-CYANO

3527 CYCLOHEXANE 304 -0.07 C1O0HSN302 MALONONITRILE, 3-N1TROBENZAL

3528 CYCLOHEXANE 304 -0.02 CLOHS5N302 MALONONITRILE, 4~NITROBENZAL

3529 CYCLOHEXANE 304 0.30 C1OH5N302 MALONON1TRILEy 2-N1TROBENZAL

3530 CYCLOHEXANE 141 0.72 CLOH6BRINLO2 1y 4=NAPHTHOQU INONE» 2-8ROMO, 3-AMINO
3531 OCTANOL 141 2.12 2,12 = C1O0H6CLINLOD2 15 4=NAPHTHOQUINONE,2-CHLORO=-3-AMINO
3532 CYCLOHEXANE 141 Q.41 ClOH6CLIN1O2 19 4~NAPHTHOQUINONE y 2-CHLORO, 3-AMINO
3533 OCTANOL 216 2.50 2.50 = Cl0H6F3N1 B8-TRIFLUOROMETHYLQUINOL INE

3534 OCTANOL 216 2.05 2.05 = ClOH6F3N101 4—HYOROXY-7-TR IFLUOROMETHYLQUINOLINE
3535 CYCLOHEXANE 304 I.41 ClO0H6N2 MALONON 1TREILEy BENZAL

3536 CYCLOHEXANE 304 -1.62 C10H6N201 3-HYOROXYBENZALMALONONITRILE

3537 CYCLOHEXANE 141 -2.15 C10H6N201 4=~HYOROXYBENZALMALONONITRILE

3538 CYCLOHEXANE 304 =0.06 Cl0H602 1y 2=NAPHTHOQUINONE

3539 OCTANOL 238 1.78 1.78 = C1l0H602 1y 4~NAPHTHOQUINONE

3540 OCTANOL 141 1.71 1.71 = C10H602 15 4=NAPHTHOQUINONE

3541 CYCLOHEXANE 141 1.26 C10H602 1, 4=NAPHTHOQUINDNE
©3542 OCTANOL 218 26 1.55 1.55 = C(1l0Hé603 1y 4=NAPHTHOQUINONE, 2-HYOROXY

3543 OCTANOL 141 1.38 1.38 = C1lOH603 1y 4~NAPHTHOQU INONEs 2-HYORO XY

3544 CYCLOHEXANE 304 -0.56 ClO0H7CL1IN201 CYANOACETAMIOE,2-CHLOROBENZAL

3545 CYCLOHEXANE 304 -0.53 ClOH7CL1IN201 CYANOACETAM]IOEy4-CHLOROBENZAL

3546 OCTANOL 206 3.19 3.19 = CLOHTCL2F3N2 BENZIMIOAZOLEy 2- TRIFLUORMETHYL=4,7-01CL-5,6-01ME
3547 CYCLOHEXANE 304 -1.01 C1OHTF1IN201 CYANODACETAMIOE, 2-FLUOROBENZAL

3548 OCTANOL 141 1.88 1.88 = ClOH7N102 1y 4~NAPHTHOQUINONE, 2-AMINO

3549 CYCLOHEXANE 141 -1.90 C1OH7N102 1y 4~NAPHTHOQUINONE» 2-AMINO

3550 CYCLOHEXANE 304 -1.49 C10H7N103 COUMAR INy3-CARBAMOYL

3551 OCTANOL 349 3.20 3.20 = C10H8 AZULENE

3562 OCTANOL 427 3.37 3.37 = CIOH8 NAPHTHALENE

3523 OCTANOL 309 3.01 3.01 = ClOHB NAPHTHAL ENE

3554 OCTANOL 428 3.45 3.45 = ClOHB NAPHTHAL ENE

3555 CYCLOHEXANE 304 -3.32 C10HBCL2N202 MALONAM]0Ey 2y 4-0ICHLOROBENZAL

3556 CYCLOHEXANE 304 -1.09 C10HBN201 CYANOACETAM10E,BENZAL

3557 CYCLOHEXANE 141 1.18 C10HBN202 STYRENEy3-CYANO, B-N1TRO,B8-METHYL
3558 CYCLOHEXANE 141 1.18 C10HBN202 STYRENEy 4—CYANOy B-NITROyB=METHYL
3559 CHCL3 265 -0.45 0.19 N CLlOHBN204 A-FURILOIOX IME

3560 OCTANOL 186 2.98 2.98 = C10HBO1 1-NAPHTHOL

35€1 CYCLOHEXANE 325 0.52 Cl0HBO01 1-NAPHTHOL

3562 OCTANOL 186 2.84 2.84 = (ClOHBO1 2=-NAPHTHOL

35¢3 OLETHYL ETFHER 359 1.77 1.67 A Cl0HBO1 2-NAPHTHOL

3564 CYCLOHEXANE 325 0.29 C10HBO1 2-NAPHTHOL

3565 OLlETHYL ETFER 3 -2.00 -1.63 A C(Cl0HBO3S1 NAPHTHALENE SULFONIC AClO

3566 CYCLOHEXANE 304 -3.52 C1OH9CL1IN202 MALONAMIOE, 4-CHLOROBENZAL

3567 CYCLOHEXANE 304 -2.69 C1O0H9CL1IN202 MALONAMIOE, 3-CHLOROBENZAL

3568 CYCLOHEXANE 304 -2.58 ClOH9CL 1N202 MALONAM10E, 2-CH. OROBENZAL

3569 CYCLOHEXANE 141 4440 C1CH9CL2N102 STYRENE,244-01CHLOROyB-N1TROyB-ETHYL
3570 CYCLOHEXANE 141 4.40 C10H9CL2N102 STYRENE, 3,4-01CHLORD,B-N1TRO,B8-ETHYL
3571 CYCLOHEXANE 304 -3.16 C1O0H9F1N202 MALONAMIOE, 3-FLUOROBENZAL

3572 CYCLOHEXANE 280 l.64 CLOH9NL 2=METHYLQUINOL INE

3573 CYCLOHEXANE 280 1.53 C10H9NL 4=METHYLQUINOL INE

3574 OCTANOL 216 2.57 2.57 = ClOHONIL 6=METHYLQUINOL INE

3575 OCTANOL 216 2. 47 2.47 = C1O0H9NL T=METHYLQUINOL INE

3576 OCTANOL 216 2.60 2.60 = CL1OH9NI B8-METHYLQUINOL INE

3577 CYCLOHEXANE 280 2,22 C1OH9NL B8-METHYLQUINOL INE

3578 BENZENE 72 2.40 2.22 8 ClOH9NL A-NAPH THYL AM INE

3579 PARAFFINS 316 0.99 C1O0H9NL A-NAPHTHYLAMINE

3580 BENZENE 72 2.45 2.25 8 CLlOH9NI B-NAPHTHYLAMINE

3581 PARAFFINS 316 0.98 C1OH9N1 B-NAPHTHYL AM INE

3582 OCTANOL 216 2,20 2.20 = (C10H9N1O01 6-METHOXYQUINOL INE

3583 OCTANOL 216 1. 84 l.84 = (C10H9NI1OI 8=METHOXYQUINOL INE

3564 OCTANOL 410 2.33 2.33 = (C10H9N1OlL B8-QUINOL INOL 9y 2-METHYL

3585 OCTANOL 410 2441 2.41 = C10H9N101 8- QUINOLINOLy 4—METHYL

3586 CHCL3 412 3.22 2.56 8 C1lO0H9N1O1 8-QuU INOL INOL s 2-METHYL

3587 CHCL3 412 3.27 2.57 8 CLOH9NLO! B8-QUINDL INOL y 4-METHYL

3588 N-g8UTANOL 410 1.92 2.15 ClO0H9N101 B8-CUINCLINGOL,y 2-METHYL

3589 N-BUTANOL 410 1.96 2.21 CLOH9NLOL 8-QU INOLINOL y 4-METHYL

3590 TOLUENE 410 2.75 2.67 8 ClOH9N1O1 8-QU INOLINOL y 2-METHYL

3591 TOLUENE 410 2. 77 269 8 CLlOH9NLOL B=QUINCLINOL » 4=METHYL

3592 PR1IM. PENTANOLS 410 2.13 2.40 C1O0H9N1O1 8-QUINGL INOL y 2-METHYL

3593 PRIM. PENTANOLS 410 2.19 2.47 C10H9N1O1L 8-QU INOL INOL » 4—-METHYL

3564 1-PENT. ACETATE 410 2.61 2.53 C10H9N101 B8-QUINDLINOL y 2-METHYL

3565 I-PENT. ACETATE 410 2.69 2.61 C1OH9NLOL 8-QU INOL INOLy 4-METHYL

3596 CCL4 412 2.64 2.34 8 ClOH9N1OlL 8- QU INOLINOL » 2-METHYL

3597 CCL4 412 2.73 2.41 8 C1lOH9NLOL 8-QU INOL INOL y 4=METHYL

3568 ME-1-BUT.KETONE 410 2.50 2.27 C1O0H9N1O1 8-QUINOL INOL y 2-METHYL

3599 ME-1-BUT.KETONE 410 2.63 2.45 C10H9N101 B8-QU INOL INOL 9 4—METHYL

3600 O0-CI1CL. BENZENE 410 3.00 C1OH9NLOL B8-QUINOL INOL , 2-METHYL
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NO.

3601
3602
36C3
36C4
36C5
36C6
36C7
36C8
36€9
3610
3611
3612
3613
3614
3615
3616
3617
3618
3619
3620
3621
3622
3623
3624
3625
3626
3627
3628
3629
3630
3631
3632
3633
3634
3635
3636
3637
3638
3639
3640
3641
3642
3643
3644
3645
3646
3647
3648
3649
3650
36¢51
3652
3653
3654
3655
3656
3657
3658
3659
3660
3661
3662
3663
36€4
3665
3666
3667
3668
3669
3670
3671
3672
3673
3674
3675
3676
3677
3678
3679
3680
3681
3682
3683
3684
3685
3686
3687
3688
3689
3690
3691
3692
3693
3654
3655
3696
3697
3698
3699
3700

SOLVENT

0-01CL.
OCTANOL
O1ETHYL
HEXANE
CYCLOHEXANE
OCTANOL
CYCLOHEXANE
CYCLOHEXANE
CYCLOHEXANE
CYCLOHEXANE
olLs
CYCLOHEXANE
OCTANOL

OCTANOL

HEXANE

HEXANE

OCTANOL

OlETHYL ETEER
CHCL3

ETHYL ACETATE
CLCH2CH2CL

OILS

olLS

o1LsS
CYCLOHEXANE
CYCLOHEXANE
OCTANOL

OCTANOL

OCTANOL

D1ETHYL ETFER
CHCL3

CHCL3

CHCL 2

CHCL3

BENZENE
1-8UTANOL
1-PENT. ACETATE
CCL4

N-BUTANOL
CYCLOHEXANE
CHCL3

CHCL3

BENZENE

BENZENE

CCL4

D1ETHYL ETFER
1-BUTANOL
OCTANOL

OCTANOL

0C TANOL
SOSETHER+5030MF
OCTANOL
OCTANOL
OCTANOL
I-PENT.
OCTANOL
CYCLOHEXANE
CYCLOHEXANE
CYCLOHEXANE
CHCL3

OILS

HEXANE
OCTANOL
CYCLOHEXANE
CYCLOHEXANE
CYCLOHEXANE
OIETHYL ETHER
OCTANOL
OCTANOL
OCTANOL
CYCLOHEXANOL
CYCLOHE XANE
CYCLOHEXANE
CYCLOHEXANE
CYCLOHEXANE
CYCLOHEXANE
OCTANOL
CHCL3
CHCL3
BENZENE
1-PENT.
CCLa

HE XANE
HE XANE
N-HEPTANE
N-HEPTANE
OIETHYL ETFER
CHCL3

ETHYL ACETATE
CtCH2CH2CL
OLEYL ALCOHOL
ETHYL ACETATE
OCTANOL
OCTANOL

0C TANOL

ETHYL ACETATE
O0CTANOL
OCTANOL

OC TANOL
CYCLOHEXANE

BENZENE

ETHER

ACETATE

ACETATE

REF

410
218
3
376
141
65
141
141
141
141
383
141
346
302
391
391
227
306
306
306
306
382
382
382
304
141
134
393
56
342
343
326
344
393
343
130
343
343
253
304
429
387
429
387
429

141
394
383
376
384
141
141
141
431
384
384
10
302
141
141
141
141
141
393
343
393
343
343
343
391
391
416
138
306
306
306
306
406
432
341
430
218
432
276
430
141
141

FOOT
NOTE

46

12
12

24
24
24

63

44
63

13

36

46

3

14

60
4t

46

LOGP
SOtV

3.01
l.41
1.30
0.21
2.06
=2.64
2.92
3.19
3.23
4.40
=0.60
3.02
0.67
0.75
2.07
2.43
=0.48
1.18
-2.00
1.95
-1.30
4450
2.10
2.18
=3.46
2.39
1.66
-0.13
-0.08
-0.48
0.06
-0.03
=0.40
0.22
-0.89
0.12
0.19
-2.22
0.79
1.50
3.60
3.44
3.15
3.14
2.82
1.18
1.48
0.87
0.98
1.25
0.16
-0.05
2.21
2.82
2.70
2.86
3445
2.98
3.00
2.00
-0.55
I.20
0.90
2.33
2.61
2.63
-1.00
l.42
1.50
0.48
1.27
0.88
1.79
1.93
2.04
0.77
0.88
0.55
0.52
-0.19
l.34
-1.49

0.99

l.46
0. 84
1.23
0.90
-0.80
1.65
-0.39
2485
le4l
1.13
-1.02
0.21
0.61
1.25
=177
2.67
1.94

0.67

0.67
0.75

-0.48
1. 20
-0.58
2.04

5.28
3.10
3.17

l1.66
-0.13
-0.08
-0.32
-0.18
-0.26
-0.45
0.20
-0.07
=0.34
0.02
-0.00
0.61

4.50
4032
4.50
4.41
4.27
1.15
1.57
0.87
0.98
1.25
1.20
-0.05
2.21
2.82
2.62
2.86

1.48
0.71

0.90

-0.75
l.42
1.50
0.48

0.88
1.10
1.08
1.22
1.21
0.60

0.95
0.48
1.70

3.42
1.46
1.13
-1.02
0.21
0.60
1.25
=177
2.67
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EMPIRICAL
FORMUL A

C10H9N101
C10HIN102
C1OH9N102
C1O0H9N102S1
CIOH9N104
Cl0H10BR1N1
C10H10BR1IN1O3
ClO0H10CL1IN1O2
C10H10CL1IN102
C1O0H10Ct1IN1O2
C10H10CL1IN103
C1O0H10CL1IN1O3
Cl0H10CL1INLO4
C1O0HLIOCLIN1O4
ClO0H10CL304P1
ClO0H10CL304P1
ClOH10F3N205
C10H1011N106S1
Cl0H1011N10651
ClOH1011N106S1
Cl10H1011N106S1
Cl10H101203
C10H101204
Cl0H101204
C10H10N202
C1O0HION204
C10H10N401S1
ClO0H10N40251
CLOH10N4025 1
C10H10N40251
C1OH10N402S51
C10H10N40251
C10H10N40251
ClOH10N402S1
C10H10N40251
C10H10N4D251
C10H10N40251
C1OH10N40251
C1O0H10N6
Cl0H1001
ClO0H1002
C10H1002
C10H1002
C1l0H1002
C10H1002
CI0OH1004
Cl0H1004
Cl0H1004
Cl0H1004
Cl0HIO04
ClO0H11BR1IN203

ClLOH11CLIN2.H3PCT

C10H11N1
C1O0H11N1
C10H11N102
Cl10H11N102
C10H11N102
C1OH11IN102
C1OH11N102
C10H11N103
C10H11N103
ClOH11N103
C10H11N103
Cl0H11N103
C10H11N103
C10H11N103
Cl0H11N104
ClOH11N104
C1O0H11N104
ClO0H11N104
C10HL1N104
C1O0H11IN104
Cl0HL11N104
Cl0H11N104
ClO0H11N10%
C10HIIN104
Cl0H11N30381
C1O0H11N303S51
C1O0H11N303S1
CIOH11N303S81
C1OH11N30351
Cl0H11N30381
Cl0H12CL1IN1O2
C10H12CLIN102
C10H12CL1IN103
ClO0H12F3N1
C1O0H12I1NI0551
ClOH12I1N105S1
C10H1211N10581
ClOH12I1N105S1
C10H12N10251
C1O0H12N2
C10H12N2
C10H12N2.H3P04
C10H12N201
C10H12N201
C10HL2N201
ClO0H12N201.H3PD4
C1O0H12N202
C10H12N202

NAME

8- QU INOLINOL y 4-METHYL

INDULE-3-ACETIC ACl1O

INDOLE-3-ACETIC AClO

N-METHYLCARBAM1C ACIOy4-BENZOTHIENYL ESTER
STYRENEy3,4-010XYMETHYLENE y8-N1TROy8-METHYL
N-METHYLQUINOL INIUM BROMIOE
STYRENEy5-BROMOy 2-METHOXYyB-N1TROyB-METHYL
STYRENEy 4~CHLOROy B-N1TROyB-ETHYL

STYRENEy 2-CHLOROyB-N1TROyB-ETHYL

STYRENEy 3-CHLOROB8-N1TROyB-ETHYL
P—AMINOPHENYLACETIC AC10yN-CHLORDACETYL
STYRENE,5-CHLORO, 2-METHOXYyB8-N1TRO,B8-METHYL
PHENOXYACET 1C ACIOy3-ACETAM100-4-CHLOROD
PHENOXYACET1C AC10y3-ACETAMIDO-4-CHLORD
2-CL-1-(2,5-01CLPHENYL )= VINYLPHD SPHATE 0+0-01ME
2-CL-1-(2y4-01CLPHENYL )-VINYLPHOSPHATE,0,0-D1ME
2'—0EOXY-5-TR]1FLUDROME THYLURIOINE( 75520( (PKA=7.95)
N-(P-1000BENZENESULFONYL)ASPARTIC ACIO
N-(P-1000BENZENESULFONYL)ASPARTIC AC10
N-(P-I000BENZENESULFONYL JASPARTIC ACIO
N-(P-1000BENZENESULFONYL )JASPARTIC AC10
BENZOL1C AC10494-0Hy3,5-0I-1000,PROPYL ESTER
BENZOLC ACIDy3,5-01-1000-4-0HyB8-0H-PROPYL ESTER
BENZO1C AC1Dy4-0Hy3,5-01-10004G-0H-PROPYL ESTER
MALONAMIOE, BENZAL

STYRENEy4~NITROy B-N1TRO,B-ETHYL
3-METH10-4-AMINU=-6-PHENYL=1y2y4-TR1AZINE-5-0ONE
SULFADIAZINE

SULFADLAZ INE

SULFAD1AZINE

SULFAD1AZ INE

SULFAD]1AZ INE

SULFAOLAZINE

SULFAD1AZ INE

SULFAOIAZINE

SULFAD1AZINE

SULFAOIAZINE

SULFAD]1AZINE

4y 6-01AMINO-5-PHENYLAZOPYRIMIO INE

METHYL STYRYL KETONE

BENZOYLACETONE

BENZOYLACETONE

BENZOYLACETONE

BENZOYLACETONE

BENZOYLACETONE

BENZYLMALONIC ACI10

BENZYLMALONIC AC1O

PHENOXYACETIC AC10y4-ACETYL

PHENOXYACETIC ACIO,3-ACETYL

PHENOXYACET1C AC1042-ACETYL

BARBITURIC AC10y S—ALLYL=5-(2-BROMALLYL)
§—CHLOROTRYPTAMINE PHOSPHATE

BENZENE, 3-CYANO-1-PROPYL

INOOLEy 1,2-01METHYL

P-AMINOBENZO]IC ACl10,ALLYL ESTER

BENZENE, 2-NITRO-1-BUTENYL
STYRENE,B=ETHYL,B-N1TRO

STYRENEy2-METHYL 4B-N1TROyB-METHYL

STYRENEy 4~METHYLyB=N1TROyB-METHYL
P—ACETOXYACETANIL 10E

P—AMINOPHENYLACETIC ACIOyN-ACETYL
N-METHYL-N-ACETYLCARBAMIC ACIOs»PHENYL ESTER
N-METHYL=3-ACETYLPHENYLCARBAMATE
STYRENE,4-METHOXYy B-N1TROyB-METHYL

STYRENE, 2-METHOXY, 8-N1TROyB-METHYL
STYRENE,3-METHOXY, B-N1TROyB8-METHYL
BENZOYLSERINE
N-METHYL-3-CARBOMETHOXYPHENYLCARBAMATE
N-METHYL-4-CARBOMETHOXYPHENYLCARBAMATE
PHENOXYACETIC AClO,M-ACETAMIOO
PHENOXYACETIC AC10,M-ACETAM100
STYRENE,3,4—0IMETHOXY,B-N1TRO
STYRENE,y 2, 5-0IMETHOXY,B8-N1TRO
STYRENE, 2, 3-01METHO XY, 8=N1TRO

STYRENE, 244-0IMETHOXY, B-N1TRO

STYRENEy 4—HYOROX Yy 3-METHOXY,8-N1TRO,8-METHYL
SULFAMETHOXAZOLE

SULFAMETHOXAZOLE

SULFAMETHOXAZOLE

SULFAMETHOXAZOLE

SULFAMETHOXAZOLE

SULFAMETHOXAZOLE

N-METHYL CARBAMATE,3,4-0IMETHYLy6~CHLOROPHENYL
N-METHYL CARBAMATEy3,5-0IMETHYL,4~CHLOROPHENYL
P—AMINOSALICYLIC ACIO, 3-CHLOROPROPYL ESTER
NORFENFLURAMINE

N~ (P-IO00BENZENESULFONYL ) THREONINE

N- (P-ID00BENZENESULFONYL ) THREONINE

N- (P-1000BENZENESULFONYL ) THREON]NE

N- (P-IOO0BENZENESULFONYL ) THREON INE
N=TRICLMETHIO-4-METHYLHEXAHYOROPHTHALIM10E
3-(2-AMINOETHYL ) INOOLE/TRYPTAMINE/
OIHYORONICOTYRINE

TRYPTAMINE PHOSPHATE
5-HYOROXY=3—(2-AMINOETHYL)}INODLE
5-HYOROXY=-3—( 2-AMINOETHYL } AINDOLE
2-(G-HYOROXYPROPYL }- ZIMIOAZOLE
5-HYOROXYTRYPTAMINE- PHOSPHATE

STYRENEy 4-OIMETHYLAMINO-8-N1TRO
STYRENE,4—0 IMETHYLAMINO,B8-NITRO
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NCe SOLVENT REF FOOT LOGP LOGP EMPIRICAL NAME
NOTE SOLV ocT FORMULA
3701 OCTANOL 399 1.19 1.19 = C10H12N203 BARBITURIC ACIOyOlALLYL/OlAL/
3702 CHCL3 399 1 0.33 0.89 N Cl0H12N203 BARBITURIC AC1D,01ALLYL/DLAL/
3703 OILS 345 -0.07 1.13 A C10H12N203 BARBLITURIC ACIO,0lALLYL/O1AL/
3704 O0ILS 296 -0.12 1.08 A C10H12N203 BARBITURIC ACLlDsOlALLYL/OLAL/
37C¢5 OILS 168 -0.07 1.13 A ClOHLI2N2C3 BARBITURIC ACIDyOlALLYL/O1AL/
3706 BENZENE 399 1 -0.35 1.07 A C10H12N203 BARBITURIC ACLOs»OJALLYL/OIAL/
37C7 1-PENT. ACETYATE 399 1 1.23 1.10 C10H12N203 BARBITURIC AC10yOIALLYL/OIAL/
37C8 CCL4 399 1 -0.96 1.05 A Cl0H12N203 BARBITURIC ACIOyOIALLYL/O1AL/
37C9 OLEYL ALCOHOL 82 0.38 0.94 C10H12N203 BARBITURIC AC10,01ALLYL/DIAL/
3710 M1XED SOLV#L 433 0.38 C10H12N203 BARBITURIC AC10yOlALLYL/O1AL/
3711 SOZETHER+5030MF 125 0.23 1.35 C10H12N203 BARBITURIC AC10y O1ALLYL/O1AL/
3712 HEXANE 391 1.87 C10H12N303P152 METHYLAZINPHOS/GUTHION/
3713 CHCL3 343 2 Q.49 1.10 N C10H12N402S82 SULFAETHIOOLE
3714 CHCL3 415 44 0.09 0.69 N ClOH12N40252 SULFAETHIOOLE
3715 BENZENE 343 2 -0.66 0.77 A ClO0H12N402S52 SULFAETHIQOLE
3716 1-PENT. ACETATE 343 2 0.90 0.76 C10H12N402S2 SULFAETHIOOLE
3717 CCL4 343 2 -1l.27 0.78 A ClOH12N40252 SULFAETHIOOLE
3718 N-HEPTANE 415 44 -2.54 C10H1 2N40282 SULFAETHIOOLE
3719 OCTANOL 227 -0.60 =-0.60 = C1lOH12N404S1 6-MERCAPTOPURINE RIBOS10E (4911)
3720 OCTANOL 227 -0.57 =-0.57 = C1lOH12N404S1 9H-PUR INE-6-TH10Ly 9-8-0-ARAB INOFURANOSYL (PKA= 787)
3721 OCTANOL 277 14 =2.08 =-2.08 = C10HLI2N40S INOS INE
3722 N-BUTANOL 253 36 -0.92 -1.79 C10H12N405 INOS INE
3723 N-BUTANOL 253 36 -1.30 =-2.32 C10H12N406 XANTHOSINE
3724 CYCLOHEXANE 325 0.97 C1l0H1201 4= INOANOL y 1-METHYL
3725 CYCLOHEXANE 325 1.00 C10H1201 4—1NOANOL » 6-METHYL
3726 CYCLOHEXANE 325 1.06 C1l0H1201 4—INDANOL y 7-METHYL
3727 CYCLOHEXANE 325 1.21 C1GH1201 4—INOANOLy S-METHYL
3728 CYCLOHEXANE 328 0.87 C10H1201 5-INOANOL,y 7T=METHYL
3729 OCTANOL 56 1.95 1.95 = (C10HL1201 TR=-2-PHENYLCYCLOPROPYLCARB INOL
3730 OCTANOL 255 2,30 2.30 = ClOH1202 ACET1C ACIOyB-PHENYLETHYL ESTER
3731 OILS 383 1.56 2.65 A ClOH1202 P-ETHYLPHENYLACET1C ACIO
3732 0OILS 327 1.99 2.99 A ClOH1202 PHENOL y 2-METHOXY=4-ALL YL/EUGENOL/
3733 PARAFFINS 327 1l.34 ClO0H1202 PHENOL y 2-METHOXY-4-ALL YL/EUGENOL/
3734 OILS 362 0.74 1.89 A C10H1202 A-PHENYLBUTYRIC ACIO
3735 01LS 388 1.16 2.25 A Cl0OH1202 A-PHENYLBUTYR1C ACLO
3736 OILS 417 1.06 2.15 A ClOH1202 B8-PHENYLBUTYR1C ACLO
3737 OCTANOL 255 2,42 2.42 = (Cl0H1202 4-PHENYLBUTYRIC AC1O0
3738 OILS 361 0.92 2.08 A ClOHl1202 4-PHENYLBUTYRLC ACI0
3739 OILS 417 1.17 2.35 A C1l0H1202 4-PHENYLBUTYRIC ACIO
3740 OCTANOL 255 2.32 2.32 = (C1l0H1202 8-PHENYLPROPIONIC AC1O,METHYL ESTER
3741 O01LS 383 0.92 2.06 A ClOH1203 P-ETHOXYPHENYL ACET1C ACIO
3742 OCTANOL 56 3.04 3.04 = Cl0H1203 P-HYOROXYBENZO1C ACIO»PROPYL ESTER
3743 OCTANOL 10 2425 2,25 = (10H1203 PHENOXYACET1C ACIOy3-ETHYL
3744 OCTANOL 10 2,65 2.65 = C10H1203 PHENOXYACET1C ACIOs2-ETHYL
3745 CYCLOHEXANOL 302 2,55 C10H1203 PHENOXYACET1C ACIOs3-ETHYL
3746 SOZETHER+SOIOMF 125 0.32 1.60 C10H13B8R1IN203 BARBITURIC AC1095-(2-BROMALLYL)-5-1-PROPYL
3747 OCTANOL 227 2.90 2.90 = ClOH13CL2N1 Ny N-01-8-CHLORDETHYLANIL INE
3748 OLlETHYL ETFER 374 l.46 2.16 8 Cl0H13N1 N-METHYL-1-PHENYLPROPYLAMINE-2
3749 OCTANOL 255 l.4l 1.41 = CIOHL13N1QI BUTYRAMIOE, 4-PHENYL
3750 OCTANOL 186 1.58 1.58 = C10H13N102 ACETANIL 10E4—ETHOXY/PHENACETIN/
3751 OILS 173 Q.43 1.58 A ClOH13N102 ACETANILIOE»4—-ETHOXY/PHENACETIN/
3752 O0OILS 224 0.60 1.77 A C10H13N102 ACETANIL 10Ey4-ETHOXY/PHENACETIN/
3753 1-PENT. ACETATE 418 3 2.81 2.73 C1OH13N102 P-AMINOBENZOIC AC10y 1-PROPYL ESTER
3754 1-PENT. ACETATE 418 3 3.17 3.10 C10H13N102 P-AMINOBENZOLC AC1D,N-PROPYL ESTER
3755 OLEYL ALCOHOL 390 44 2.28 2.82 Cl10H13N102 P-AMINOBENZOIC AC10,PROPYL ESTER
3756 OCTANOL 276 1.00 1.00 = C10H13N102 M-METHOXY=NyN-O IMETHYLBENZAMIOE
3757 OCTANOL 276 0.71 0.71 = C1lO0H13N102 O-METHOXY-N, N-OIMETHYLBENZAMIOE
3758 OCTANOL 276 0.96 0.96 = ClO0H13N102 P—METHOXY-N,N-O1METHYLBENZAMIOE
3759 HEXANE 391 0.56 C10H13N102 N-METHYL CARBAMATE,3y5-0IMETHYLPHENYL
3760 HEXANE 391 0.60 C10H13N102 N-METHYL CARBAMATE,3,4-0IMETHYLPHENYL
37¢1 HEXANE 391 0.61 C10H13N102 N-METHYL CARBAMATE,3-ETHYLPHENYL
37¢2 OCTANOL 384 1.93 1.93 = CIOH13N102 N-METHYL-2-ETHYLPHENYL CARBAMATE
37¢3 OCTANOL 384 1.95 1.95 = C10H13N102 N-METHYL-2,3-0IMETHYLPHENYLC ARBAMATE
37¢4 OCTANOL 384 2.03 2.03 = Cl0H13N102 N-METHYL-2y 5-0IMETHYLPHENYLCARBAMATE
37¢5 OCTANOL 384 2.20 2.20 = ClOH13N102 N-METHYL-3-ETHYLPHENYLCARBAMATE
3766 OCTANOL 384 2.09 2.09 = C(Cl10H13N102 N-METHYL=-3, 4~0IMETHYLPHENYLCARBAMATE
3767 OCTANOL 384 2.23 2.23 = C1lOH13N102 N-METHYL -3y 5-0IMETHYLPHENYLCARBAMATE
3768 OCTANOL 384 2.23 2.23 = (C10H13N102 N-METHYL-4-ETHYLPHENYL CARBAMATE
3769 HEXANE 391 0.62 C10H13N10251 N-METHYL CARBAMATE,3-METHYL, 4~-METHYLTH1OPHENYL
3770 OCTANOL 384 2.47 2.47 = C10H13N102S51 N-METHYL-3-METHYL-4~METHYLTHIOPHENYLCARBAMATE
3771 N-HEPTANE 370 I4 1.02 C10H13N103 P—AMINOSALICYLIC ACIOyN-PROPYL ESTER
3772 OCTANOL 384 1.24 1.24 = (C10H13N103 N-METHYL-2-ETHOXYPHENYLCARBAMATE
3773 OCTANOL 384 1.75 1.75 = C10H13N103 N-METHYL-3-ETHOXYPHENYLCARBAMATE
3774 OCTANOL 384 I.63 1.63 = C1l0H13N103 N-METHYL-4-ETHOXYPHENYLCARBAMA TE
3775 N-HEPTANE 370 14 -0.68 C10H13N104 P—AMINOSALI1CYLIC ACIOy 3-HYOROXYPROPYL ESTER
3776 OCTANOL 227 =0.56 =-0.56 = ClOH13N503S81 8-2'-0EOXYTHIOGUANOSINE (71261)
3777 OCTANOL 227 -0.79 -0.79 = C10H13N503§1 A-2'-0EOXYTHIOGUANOSINE (71851)
3778 OCTANOL 277 14 =-1.10 -1.10 = C10H13N504 AOD ENOS INE
3779 OCTANOL 218 -1.23 -1.23 = C10HL13N504 AOENOS INE
3780 N-BUTANOL 253 36 -0.18 -0.76 C10H13N504 AOENOS INE
3781 N-BUTANOL 253 36 -0.92 -1.79 ClOH13N505 GU ANOS INE
3782 OCTANOL 56 4.11 4.1 = ClOH14 BENZENEy T-BUTYL
3783 OCTANOL 298 4011 4.11 = ClOHL4 BENZENE,y T-BUTYL
3784 CHCL3 396 31 2.90 2.26 8 ClOH14CLINI CHLORPHENTERMINE
3785 N-HEPTANE 39 31 1.24 ClOH14CLINI CHLORPHENTERMINE
3786 OCTANOL 392 2.15 2,15 = ClOH14N105P1S51 PARATHION
3787 OCTANOL 392 1.69 1.69 = C1l0H14N106P1 PARA-OXON
3788 OCTANOL 341 60 0.97 0.97 = C1l0H14N2 ANABAS INE
3789 OIJETHYL ETEER 434 -0.23 0.66 8 ClOH14N2 ANABAS INE
3790 CYCLOHEXANE 434 -0.58 C1O0HL14N2 ANABAS INE
3791 CHCL3 434 0.82 0.54 B ClOH14N2 ANABAS INE
3792 BENZENE 434 0.30 0.76 8 ClOHL4N2 ANABAS INE
3793 TOLUENE 43¢ 0.20 0.81 8 C1lOHL14N2 ANABASINE
3764 CCL4 434 =0.01 C10H14N2 ANABAS INE
3795 CLCH2CH2CL 434 0.52 C1O0H14N2 ANABAS INE
3796 PARAFFINS 434 -0. 60 C10H14N2 ANABAS INE
3757 OCTANOL 341 60 1.13 1.13 = C1O0HL4N2 4= (N=METHYL)-3-PRYIOYLBUTENE-1-YLAMINE
3798 OCTANOL 341 60 1.17 1.17 = C10H14N2 NICOTINE
3799 CYCLOHEXANE 435 0.25 C10H14N2 NICOTINE

3800 CHCL3 435 1.89 1.38 8 ClOHL4N2 NICOTINE
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NO.

3801
3802
3803
3804
3805
3806
38C7
3808
3809
3810
3811
3812
3813
3814
3815
3816
3817
3818
3819
3820
3821
3822
3823
3824
3825
3826
3827
3828
3829
3830
3831
3832
3833
3834
3835
3836
3837
3838
3839
3840
3841
3842
3843
3844
3845
3846
3847
3848
3849
3850
3851
38¢2
3853
3854
3855
3856
3857
3858
3859
3860
3861
3862
38¢3
3864
38¢5
3866
3867
3868
3869
3870
3871
3872
3873
3874
3875
3876
3877
3878
3879
3880
3gel
3ge2
3ge3
38€4
38E5
3886
3887
3888
3ge9
3890
3891
3862
3893
3854
385
3896
38s7
3898
3899
3900

SOLVENT

BENZENE

XYLENE

TOLUENE
NITROBENZENE
N-BUTYL ACETATE
CCL4

CLCH2CH2CL
N-HEPTANE
N-HEPTANE
0-0ICL. BENZENE
PARAFFINS
OCTANOL

OCTANOL

OCTANOL
N-HEPTANE
N-HEPTANE
N-FHEPTANE
N-FEPTANE
N-FEPTANE
OCTANOL
N-HEPTANE

N-HEP TANE
OCTANOL

OILS

QILS

OC TANOL
N-BUTANOL

PRIM, PENTANOLS
HE XANOL

OCTANOL
N-BUTANOL

PRIM, PENTANOLS
HE XANOL

OCTANOL
N-BUTANOL

PRIM. PENTANOLS
HE XANOL

HEXANE

OCTANOL
CYCLOHEXANE
CYCLOHEXANE
OCTANOL
CYCLOHEXANE
OCTANOL

0C TANOL

OILS

o1LS

OILS

OLEYL ALCOHOL

PARAFFINS
OCTANOL
OCTANOL
O1ETHYL ETFER
XYLENE
OCTANOL

CHCL3

XYLENE
N-HEPTANE
N-HEPTANE
OIETHYL ETFER
N-FEPTANE
CHCL3
N-HEPTANE
OCTANOL
OlETHYL ETFER
CYCLOHEXANE
CHCL3

CHCL3
1=-BUTANOL
N-FEPTANE
CHCL3
N-HEPTANE
O1ETHYL ETFER
CHCL3

OCTANOL
OCTANOL
OCTANOL
N-8UTANOL
PRIM. PENTANOLS
HE XANOL
OCTYANOL
OCTANOL
O0CTANOL
OCTANOL

OC TANOL
SOTETHER+5020MF
OCTANOL

olLs

DILS
SORETHER+SCIOMF
OCTANOL
OCTANOL
N-B8UTANOL
PRIM. PENTANOLS
HE XANOL

OC TANOL
OIETHYL ETHER
CHCL3

REF FOOT LOGP

NOTE SOLV

435 0.98
435 0.75
435 Q.86
435 0.91
435 0.78
435 0.94%
435 1.17
435 0.03
400 14 -0.80
435 1.03
435 0.05
341 60 1.10
218 0.33
341 60 0.04
419 -0.85
419 -1.18
419 -0.89
419 -1.80
419 =0+96
384 1.43
419 -1l.66
419 ~1.55
218 2.19
345 0.05
371 0.24
181 10 -0.22
181 10 -0.52
181 10 -0.10
181 I8 -0.22
i81 10 0.28
181 10 -0.70
181 10 -0.40
181 18 -0.30
181 10 0.68
181 10 =-0.70
181 10 -0.40
181 18 -0.40
372 0.51
56 3.31
325 1.12
328 1.29
65 1.97
325 1.30
255 2.70
186 3.30
173 2.79
82 2.78
436 2.65
82 2.98
186 1.52
327 2.16
327 1.78
218 l.41
373 -1.39
374 1.49
422 1.32
312 12 3.58
396 31 2.75
422 1.58
138 1.24
396 31 0.71
374 l.46
421 44 1.63
396 31 2.71
396 31 1.80
218 0.93
3 0.30
357 -0.39
405 31 1.05
396 31 0.38
4 1.18
396 31 -3.00
396 31 1.30
396 31 -l1.54
113 2,22
113 3.65
397 1.79
397 0.66
181 10 0.89
181 10 -0.52
181 10 0.85
181 18 0.71
437 3.46
437 l.64
341 60 1.34
341 60 1.01
341 6C 0.91
125 C.71
218 1.89
345 0.4l
345 0.13
128 0.29
134 2.14
181 10 le64
181 10 0.15
isl1 10 1.04
181 18 I.18
218 2.14
212 1.45
46 -1.30

LOGP
ocr

1.23
l.41
1.25
1.62
1.06
0.80

1.10
0.33
0. 04

1.43

2.19
1.24
0.64
-0.22

1.97

2.70
3.30
3.73
3.72
3.68
3.52
1.52
3.15

1.41
-1.39
2.17
1.96
3.58
2.12
2.23

3.46
1.64
1.34
1.01
0.91
2.57
1.89
1l.56
1.31
1.52
2.14
l. 64

2.14
1.38
Q.04

oo @

Hor

> H P> Al n

=N RU- - ]

@

nHNZ >

)3 ]

EMPIRICAL
FORMULA

C10HL4N2
C1OHI4N2
CIOHLAN2
CLOH14N2
ClOHL4N2
CLlOHL4N2
CLOH14N2
ClOH14N2
ClOH14N2
CLOH14N2
CIOH14N2
CIOHI4N2
C10H14N201
C10H14N201
C1l0H14N201
C10H14N201
C10HL4N201
C10H14N201
C10H14N201
CIOH14N202
C10H14N202
C10H14N202
C10H14N20251
ClO0H14N203
C10HL4N403
ClOH14NS07P1
CIOHL4N507P1
ClO0H14N507P1
CIOHL4NSOTP1
ClOH14NS07P1
CIOH14N507P1
C10H14N507P1
C10H14NS07P1
C10H14N508P1
C10H14N5S0BPL
ClOH14N508P1
C10H14NS08P1
C10H1401
C10H1401
C10H1401
C10H1401
C10H1401
Cl0H1401
C10H1401
C10H1401
C1l0H1401
C10H1401
C10H1401
C10H1401
C10H1402
C10H1402
C10H1402
C1l0H1403
CLOH15CL1IN201
ClOH15NI
C1O0H15N1
ClOH15N1
CLOH15N1
C1OH15N1
C1OH15N1
C1O0H15N1
C10H15N1
CLOH1I5NL
ClOHISNL
CLOH15N1
C1O0H15N101
C10H15N101
C1OH15N101
CLOH15N101
C10K15N101
C10H15N101
C10H15NIO1
C10H15N101
C1O0H15N101
C10H15N10251
CLOH15N10251
CLOHLSNS
C1O0H15NS01
CLOHL5NS010P2
CLOH15NSO010P2
ClOHLSNS010P2
CLOH15NS010P2
C10H1503P1S1
ClOH1504P1
ClOH16N2
C1O0H16N2
C10H16N2
C10H16N20251
C1OH16N203
CLOH16N203
Cl0H16N203
C10H16N203
ClOH16N401S1
Cl0H16N5013P3
C10H16N5013P3
C1OH16N5013P3
C10H16NS013P3
C10H1601
C10H1604
C1CH1604

NAME

NICOTINE
NICOTINE

“NICOTINE

NICOTINE

NICOTINE

N1COTINE

NIOOT ENE

NICOTINE

NICOTINE

NICOTENE

NECOT INE

3-PYRIDYLMETHYL-N-PYRROL IO ENE

NIKETHAMIOE

3-PYRIOYLMETHYL—-N-MORP HOL ENE

UREAy ETHYL, M=TOL YL-

UREAyETHYL,0-TOL YL-

UREAy ETHYLy P=TOL YL -

UREA, METHYL y O=PHENETYL -

UREA,N-PROPYLPHENYL-

N—-METHYL—-3-0 IMETHYL AMINOPHENYLCARBAMATE

UREA, ETHYL,0-ANISYL-

UREAy ETHYL y P-ANESYL-

BARBEITURIC ACIOjS-ETHYL-5-METHYLALLYL-2-THIO

BARBITURIC ACIOy S5-ALLYL=-5-I-PROPYL

CAFFEINE, ETHOXY

3-ADENYLIC ACIO

3-AOENYLIC ACIO

3-ADENYLIC ACIO

3-ADENYLIC ACIO

S-ADENYLIC ACIO

5-ADENYLIC ACIO

S-AOENYLIC AC10

5-ADENYLIC ACIO

GUANYL 1C AC10

GUANYLIC ACIO

GUANYLIC AC1D

GUANYL1C ACIO

BUTANOL y 4-PHENYL

P-T-BUTYLPHENOL

P-T-BUTYLPHENOL

P-T-BUTYLPHENOL

2-0ECALONE

PHENOL y 2-METHYL, 5- 1-PROP YL

PROPANE, 1-METHOXY-3-PHENYL

THYMOL

THYMOL

THYMOL

THYMOL

THYMOL

CAMPHORQU INONE

PHENOL y 2-METHOXY=4-PROP YL/P-PROP YLGUA1ACOL /

PHENQL y 2-METHOXY=4=-PROPYL /P-PROPYLGUA1ACOL

1, 2-PROPANEO 10L,s 3-(2-TOLYLOXY)

N1-BUTYLNICOTINAMIOE CHLORIOE

BENZYL PROPYLAMINE

1-BENZYLPROP YL AMINE

N-BUTYLANIL INE

METHAMPHET AM INE/OESOXYEPHE OR1INE /

METHAMPHETAMINE/OESOXYEPHEORINE/

METHAMPHET AM INE/OE SOXYEP HEOR INE /

ME THAMPHET AM INE/OE SOXY EP HEOR INE /

N-METHYL-G-PHENYLPROP YLAMINE

PHENET HYLO IMETHYLAMLINE

PHENTERMINE

PHENTERMINE

EPHEOR INE

EPHEOR INE

EPHEORINE

EPHEOR INE

EPHEOR INE

EP REOR INE

EPHEOR INE

PS EUOO EPHEOR INE

P$ EUDOEPHEOR INE

Ny N-O1ETHYL BENZENESULFONAMIOE

Ny N-0I ETHYL BENZENESUL FONAM10OE

ADENINE,9-PENTYL

ADENINE, 9-( 1-HYDROXYME THYL=BUTYL )

AOP

AOP

AOP

AOP

0y 0-01ETHYL-0-PHENYLPHOSPHOROTH10ATE

0y0-01ETHYL-0-PHENYL PHDSPHATE

N-BUTYL-3-PYRLOYLMETHYLAMINE

NyN-OLETHYL-3-PYRIOYLMETHYLAMINE

4= (N=METHYL )-3-PYR 10 YL BUTYLAMINE

5-8-BUTYL-5-ET-2-TH108ARBLTURIC AC10/INACTIN/

BARBITURIC AC1DyS5-BUTYL-5-ETHYL

BARBLITURIC AC10y 5-BUTYL-S-ETHYL

BARBLTURIC AC10,5-ETHYL-5-S-BUTYL

BARBLITURIC ACIDy 5-S-BUTYL-5-ETHYL

2;HETHIO-4-AMlNO-b-CYCLOHEXYL-l'Z'Q-TRlAZlNE-E-ONE
p

ATP

ATP

ATP

ADAMANTANE, 1=HYDROXY

CAMPHORIC AC10

CAMPHORIC AC1O
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NO.

3901
3902
3903
3904
3905
3906
39¢7
3908
39¢9
3910
3911
3912
3913
3914
391§
3916
3917
3918
3919
3920
3921
3922
3923
3924
3925
3926
3927
3928
3929
3930
3921
3932
3933
3934
3935
3936
3937
3938
3939
3940
3941
3942
3943
3944
3945
3946
3947
3948
3949
3950
3951
3982
3953
3954
3955
3956
3957
3958
3959
3960
39¢1
39¢2
39¢€3
39¢4
3965
3966
3967
3968
3969
3970
3971
3972
3973
3974
3975
3976
3977
3578
3979
3980
39¢el
3982
39g3
3984
3985
3986
3987
3588
3989
3990
3991
3992
3993
3564
3965
3996
3997
3998
3999
4000

SOLVENT

XYLENE
OCTANOL
OCTANOL
OCTANOL
OCTANOL
OCTANOL

CHCL3

CHCL3

OC TANOL
OCTANOL
OIETHYL ETFER
CHCL3

OlETHYL ETFER
0ILS

OILS

01LS

OCTANOL
PARAFFINS
OIETHYL ETFHER
OILS

OILS

OCTANOL
N-HEPTANE
OCTANOL

CHCL3

CHCL3

CHCL3
N-HEPTANE
OIETHYL ETHER
D1ETHYL ETHER
OlETHYL ETFER
OILS

01-8UTYL ETHER
0CTANOL
CYCLOHEXANE
CYCLOHEXANE
CYCLOHE XANE
CYCLOHEXANE
CYCLOHEXANE
CHCL3
CYCLOHEXANE
CYCLOHEXANE
CYCLOHEXANE
CYCLOHE XANE
CYCLOHEXANE
CYCLOHEXANE
CYCLOHEXANE
CYCLOHEXANE
OCTANOL
OCTANOL
CYCLOHEXANE
CYCLOHE XANE’
CYCLOHEXANE
CYCLOHEXANE
CHCL3

BENZENE

CHCL3

BENZENE
CYCLOHEXANE
OCTANOL
CYCLOHEXANE
OCTANOL
CYCLOHEXANE
CHCL3

BENZENE
OCTANOL
OCTANOL
PARAFFINS
CYCLOHEXANE
CYCLOHEXANE
CYCLOHEXANE
CYCLOHEXANE
CYCLOHEXANE
CYCLOHEXANE
CYCLOHEXANE
CYCLOHEXANE
OCTYANOL
0lLS
OCTANOL
OCTANOL
O1ETHYL
O1ETHYL
CHCL3
CHCL3
CHCL3
BENZENE
1-PENT.
CCL4
DCTANOL
OCTANOL
O1ETHYL
CHCL3
BENZENE
ETHYL ACETATE
PARAFFINS
OLEYL ALCOFOL
CHCL3

CCL4
CLCH2CH2CL
DIETHYL ETEER

ETFER
ETFER

ETHER

AC ETATE

REF FOOT

46
348
348
348
134
227
424

61
134
134
212
194

2

2

2
290
134
241
378
173
224
218
139
438
425
425
396
396
378
378

3

2
236
298
141
141
141
141
141
407
141
304
304
304
304
304
304
141
141
141
141
141
141
141
388
388
388
388
304
141
141
141
141
388
388

65
216
439
304
304
304
304
304
280
141

141

235
284
393
56
342
113
343
113
393
343
343
343
65
9
440
440
440
440
440
406
306
306
306
306

NOTE

46

44

31

14

26

63

LGGP
soLv

-1.81
0.75
Q.48
0.53
0.49
3.30

-3.67

-2.90
3.21
2.68
l.76
0.04

-0.28

-1.48

-1.48
0.52
1.78
0.52

-1.20
2.27
2440
4.09
1.87
1.18
0.20
0.52
3.37
2.24

=0.46

-0.50
1.32

-2.25
0.79
4.02
2449
3.06
2.85
2.17
2.61
1.45
1.56
1.85
2.04
2.11
l.46
l.68
1.94
0.30
2.10
2.20
1.82
l.84
1.88
1.87
3.17
2.75
3.17
3.16
0.66
1.35
0.48
1.20
0.79
3.10
2.68
2.45
1.58

-0.33

-0.73

-0.54

-1.10

-0.92

=0.91
2.02
2.65
2.30
2.28
0.83

-0.02
0.00

=0.40

-0.26
0.02
0.06
Q.04

-0.75
0435

-2.22

-2.76
l.14
0.62

-0.65

-1.45
1.52

-l.48
2.93
1.70

-0.18
1.70
0.67

oGP
ocT

-0.18
0.75
0.48
0.53
0.49
3.30

3.21
2.68
1.65
1.40
-0.13
-0.79
=0.11
1.66
1.78

-0.11
3.25
3.37
4.09

1.18
0.77
1.08
2.65

0.54
0.50
1.27
-1.42

4.02

4.10
4.07
4.10
4,46

1.35
1.20

4.03
4.00
2.45
1.58

2.28
1.94
-0.02
0.00
-0.23
-0.12
=0.21
-0.18
-0.20
0.03
.19
0.00
-2.76
l.14
0.67
0.64
0.00
1.57

3.50
2469
1.69

C.66

WHNNHD>

W r»o LIS - b 3 I |

®ZZH

@ P oo

b I b 4

[/ 2 3

oxO@EP>>N N>

x>0 >

EMPIRICAL
FORMULA

C10H1604
C10H17N102
C10H17N102
C1OHI7N102
C1O0H17NS02
C10HIBCL1IN202
C10H1BI1N102
C10H18N204
C10H1BN401S51
C10H1BN401S1
C10H1B0%
Cl10H1804
Cl10H1806
C10H1806
C10H1806
ClOH1I9N103
C10H19N501
C1O0H20N2S1
Cl10H20N202
Cl0H2001
C10H2001
C10H2002
C10H2002
C10H2006
C10H2006
C10H2006
Cl0H21IN1
C10H21N1
C10H22N202
C10H22N202
C10H2202
C10H2205
Cl10H2304P1
Cl0H24511
Cl1H6CL202
C11H6CL 202
C11H78R102
C11H78R103
CL11H7CL102
C11HBCL1IN102
C11HBN2
Cl1HBN2
C11HBN2
C11HBN2
C11HBN201
C11HBN201
C11HBN201
C11HBN202
C11HB02
C11HB02
C11HBD2
C11HB02
C11H802
C11HBO2S1
C11HBLC2S1SEL
C11HBO2S1SEL
C11HBO2SE2
C11HBO2SE2
Cl11H803
Cl1H803
C11HBO03
C11HBO3
Cl1HB03
C11HBO3SEL
C11HBO3SEL
C11H9NL
C11H9N1C1
C11H10N2
C11H10N201
C11H10N201
C11H10N202
C11H10N202
C11H10N202
Cl1H11N1
C11HL1N104
C1IH11N104
C11H11N301
C11H11N301
Cl1H11N30251
C11H11N30251
C11HL1N302S§1
C11H11N30251
C11HL11N3D2S)
Cl11H11N30251
C11H11N30251
C11H11N302S1
Cl1H11N30251
Cl11HLIN302S51
C11H12B8RINL
C11H12CL2N205
C1l1H12CL2N205
C11H12CL2N205
C11H12CL2N205
C11H12CL2N205
C11H12CL2N205

C11H12CL3N10251

C11H1211N104S1
C11H1211N104S1
C11H1211N104S1
C11H1211N10581

NAME

CAMPHORIC ACIO

N-PENT ANOYLCYCLOBUTANECARBOXAMIOE
N-1-PENTANOYLCYCLOBUTANECARBOXAMIOE
N-T—PENTANOYLCYCLOBUTANECARBOXAMIOE

3-MORPHOL INO-4-AMINO-6-1-PR-14244-TRIAZ]1NE-5-0ONE
1-(2-CLET)-3(4-MECYCLOHEXYL )-1-NITROSOUREA (95441)
QUINUCLIOINOL-3-ACETATE METHIOOIOE

Oy Ly—LYSINEyOLACETYL
3-N-BUTYLTH10-4—AMINO-6-I-PR-1y 244-TRIAZINE-5-0NE
3-METHIO-4-AMINO—-6-N-HEXYL-142y4-TR1AZINE-5-0ONE
SEBACIC ACL1D

SEBACIC AClO

TRIETHYLENE GLYCOL OIACETATE

TRIETHYLENE GLYCOL,0IACETATE

TRIETHYLENE GLYCOL+O1ACETATE
ETHYLPROPYLACETURETHANE/EPRONAL/
3-N-BUTYLAMINO-4-AMINO-6-1-PR-142y4-TR1AZINE-5-0ONE
N-HEPTYLETHYLENETH1DUREA

N-ALLYLCARBAMIC AC10y01ETAMINOETHYL ESTER
MENTHOL

MENTHOL

OECANOIC AClO

OECANOIC ACIO

GLUCOPYRANOS 10Ey 4-T-8UTYL (BETA)
GLUCOSEy 2939 49 6~-TETRAMETHYL
B-METHYLGLUCOS10Ey 293 44-TRIMETHYL
PROPYLHEXEORINE

PROPYLHEXEORINE

N-PROPYLCARBAMLC ACIOyOlETAMINOETHYL ESTER
N-I-PROPYLCARBAMIC ACIOyOlETAMINOETHYL ESTER
OECAMETHYLENEGLYCOL
TETRAETHYLENEGLYCOL»O1METHYL ETHER
O1-AMYLPHOSPHATE

S1LANE, OCTYL-OIMETHYL

1y 4~NAPHTHOQUINONE 2, 3-01CHLORO y S-METHYL

1y 4~NAPHTHOQUINONE 24 3-01CHLORD y6-METHYL

1y 4-NAPHTHOQUINONE 2-=METHYL 4 3-BROMO

1, 4~NAPHTHOQU INONE y 2-BROMO y 3-ME THOXY

1, 4~NAPHTHDQUINONEy 2-METHY Ly 3-CHLORO
5—CHLORO-B-ACETOXYQUINOL INE

MALONONITRILEy, A-METHYLBENZAL

MALONONITRILEy 2-METHYLBENZAL

MALONON ITRIL Ey 4-METHYL BENZAL

MALONONITRILE, 3-METHYLBENZAL

MALONONITRILEy 4—METHOXYBENZAL
MALONON1TRIL Ey 3-METHOXYBENZAL

MALONONLTRILEy 2-METHOXYBENZAL
MALONONITRILEy 3-ME THOXY—4-HYOROXYBENZAL
194-NAPHTHOQUINONE, 6-METHYL

19 4-NAPHTHOQUINONE, 2-METHYL

1y 4~NAPHTHOQUINONE , 6-METHYL

1y 4~NAPHTHOQU INONE, S-METHYL

15 4=-NAPHTHOQUINONE, 2-METHYL

1y 4~NAPHTHOQU INONE, 2-METHYL TH10
1-(2-SELENOPHEN-YL )-3( 2-TH1ENYL ) -1 3-PROPANEO]ONE
1-(2-SEL ENOPHEN=YL )-3( 2-THL1ENYL )-1,3-PROPANED1ONE
193-01(2~-SELENOPHEN-YL )-1, 3-PROPANEOD 10NE

1y 3-01(2-SEL ENOPHEN-YL )~ 1, 3-PROPANEOD 10NE
COUMARINy 3-ACETYL

1, 4~NAPHTHOQUINONE, 2-METHOXY

1, 4-NAPHTHOQU INONE, 2-METHOXY

19 4~NAPHTHOQU INONE s 2-METHYL=-3-HYOROXY

1y 4=NAPHTHOQUINONE, 2-METHYL y 3-HYOROXY

1= (2-SELENOPHEN-YL }-3( 2-FURYL)~-1,3-PROPANEO] ONE
1-(2-SELENOPHEN=-YL )-3( 2- FURYL)-1,3-PROPANE O] ONE
4-PHENYLPYRIOINE

6-ACETYLQU INOL INE

2-(P-AMINOPHENYL)-PYRIOINE
CYANOACETAM1DEy2-METHYLBENZAL

CYANOACETAMI0Ey 4-METHYLBENZAL

CY ANOACETAMIOE, 4-METHOXYBENZAL

CY ANOACETAM]IDE,2-METHOXYBENZAL
CYANOACETAMIOE , 3-METHOXYBENZ AL

24 6-DIMETHYLQUINOL INE

STYRENEy 39 4—010XYMETHYLENE +8-N1TRO48-ETHYL
STYRENEy 4~METHOXYCARBONYL, 8=N1TRO, B=METHYL
1-PHENYL -3, 5-DIMETHYL-4-N1TROSOPYRAZOLE
1-PHENYL -3, 5-01METHYL-4-N1TROSOPYRAZOLE
SULFAPYR10INE

SULFAPYRIDINE

SULFAPYRIOINE

SULFAPYRIOINE

SULFAPYRIDINE

SULFAPYRIOINE

SULFAPYRIOINE

SULFAPYRIDINE

SULFAPYRIOINE

SULFAPYRIDINE

ETHYLCUINOL INJUM BROM 10E

CHLORAMPHEN1COL

CHLORAMPHEN1COL

CHLORAMPHENICOL

CHLORAMPHEN1COL

CHLORAMPHEN1COL

CHLORAMPHEN1COL
N-TRICLMETH10-4y5-01ME THYL TETRAHYDROPHTHAL IMI1DE
N- (P-1000BENZENESULFONYL )PROLINE
N-(P-1D000BENZENESULFONYL)PROLINE
N-(P-1000BENZENESUL FON YL )PROLINE

N- (P-10008ENZ ENESUL FON YL JHYDROXYPROL INE
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NO.

4001
4002
4003
4004
40C5
4006
40C7
4008
40C9
4010
4011
4012
4013
4014
4015
4016
4017
4018
4019
4020
4021
4022
4023
4024
4025
4026
4027
4028
4029
4030
4031
4022
4033
4034
4035
4036
4027
4038
4039
4040
4041
4042
4043
4044
4045
4046
4047
4048
4049
4050
4051
40€2
4053
4054
4055
4056
4057
4058
4059
4060
40¢€1
4062
40¢€3
4064
4065
4066
4067
4068
4069
4070
4071
4072
4073
4074
4075
4076
477
4078
4079
4080
4081
4082
40830
4084
4085
4086
4087
4088
4089
4090
*4091
4092
4093
4094
4055
4096
4097
4098
4099
4100

SOLVENT

CHCL3
ETHYL ACETATE
cCL4
CLCH2CH2CL
O1ETHYL ETFER
CHCL3
CLCH2CH2CL
0lLs

0ILS

oILS
N-HEPTANE

0C TANOL
OLETHYL ETFER
CHCL3

CHCL3

CHCL3

CHCL3

01LS

0iLS

BENZENE
1-8UTANOL
N-HEPTANE
N-HEPTANE
N-FEPTANE
OLEYL ALCOHOL
OCTANOL
CYCLOHEXANE
CYCLOHEXANE
CYCLOHEXANE
0CTANOL
CYCLOHEXANE
CYCLOHEXANE
CYCLOHEXANE
OCTANOL
OCTANOL
O1ETHYL ETFER
CHCL3
CHCL3
CHCL3
BENZENE
1-PENT.
CCL4
1-BUTANOL
1-BUTANOL
OCTANOL
CHCL 3
CHCL3
CHCL3
BENZENE
1-PENT.

1-PENT.
CCLe
CYCLOHEXANE
OC TANOL
N=-BUTANOL
CYCLOHEXANE
CYCLOHEXANE
CYCLOHEXANE
CHCL3
CYCLOHEXANE
CYCLOHEXANE
CYCLOHE XANE
CYCLOHEXANE
CHCL3

ETHYL ACETATE
OIETHYL ETFER
CYCLOHEXANE
CYCLOHEXANE
CYCLOHEXANE
CYCLOHEXANE
CYCLOHEXANE
CYCLOHEXANE
CHCL3
BENZENE
N-HEPTANE
0C TANOL
OCTANOL
CHCL3

CHCL3

CHCL3
BENZENE

1-PENT. ACETATE

CCL4
N-FEPTANE
N-HEPTANE
N-HEPTANE
CHCL3
CCL4
CLCH2CH2CL
CHCL3
CCL4
CLCH2CH2CL
OCTANOL

OC TANOL

ACETATE

ACETATE

ACETATE

REF

306
306
306
306
306
306
306
382
382
382
441
186
3
394
344
254
338
2
69
338
4
254
338
340
82
218
304
304
304
56
304
304
304
393

113
343
113
393
343
343

130
130
393
343
344
393
343
343
343
393
343
393
343
130
343
343
304

295
141
141
141

141
141
141
141

67
431
141
141
141
141
141
141
338
338
338
393

343
393
4I5
343
343
343
415
416
138
306
306
306
306
306
306
430
430

FOOT
NOTE

12

12

24
24

12

12

44

44

44

12

46
46

LOGP
SoLv

-0.72
1.65
-2.00
-0.25
1.23
-2.00
~1.15
4.99
5.01
2,35
-4.52
0.23
-l.14
0.88
1.45
1.33
1.45
-1.49
-1l.16
-1.05
0.51
-2.30
-1.40
-2.30
-0.52
1.53
-2.86
-2.80
~2.68
=1.04
-4.00
-3.52
-3.42
0.13
0. 14
-0.18
0.38
0.45
0. 48
-0.69
0. 32
-l.66
0.32
0.85
0. 40
0. 62
0.90
0.67
-0.57
Q.12
-2.52
0.85
0.63
0.71
-0.10
0.60
1.17
-0.70
3.27
2.33
0.30
3.82
3.10
3.61
-0.70
3.07
2.49
2.88
2.88
-2.78
-0.15
=0.66
1.71
2.49
2.54
2.57
1.49
1.57
1.17
-0.92
-1.52
1.15
1.01
0.64
0.94
0.07
-0.07
1.35
-1.48
-3.57
0.98
1.78
I.38
-0.32
1.60
I.38
~0.58
1.30
-0.69
-1.57

LOGP
ocr

0.55
1.78
0.15

1.25
-0.58

.72
575
3.33

0.23
=0.16
0.53
1.00
0.91
1.01
-0.12
0.15

0.21

-1.04

0.13
Q.14
-0.05
0.09
0.15
0.18
0.07
0.16
0.46
-0.06
0.69
0.40
1.17
1.38
0.34
0.82
-0.05
-0.25
0.85
1.18
1.26
1.31
0. 34
1.03
1.25

2.33
-0.08

-0.21
-0.43

1.15
1.01
1.19
1.35
0.67
1.34
1.22
0.61

2.41
1.57

2.41
1.35

-0.69
-1.57

» P>

> >

> P P>

PPIDOEDN

rPOZZN > - NN S TR

rZZ >

pZZ2Z A

EMPIRICAL
FORMULA

C11H1211N10551
C11H12I1N10SS1
C11H1211N10581
C11H1211N10551
C11H1211N10651
C11H1211N106S1
C11H1211N10651
C11H121203
Cl11H121203
Cl1H121204
Cl11H12N2
C11H12N201
C11H12N201
C1l1H12N201
C1l1H12N201
C11H12N201
Cl1H12N2Q1
C11H12N201
C11H12N201
C11H12N201
C1l1H12N201
C11H12N201
C11H12N201
C11H12N201
C11H12N201
C11H12N202
C11H12N202
C11H12N202
C11H12N202
C11H12N202
C11H12N203
C11H12N203
C11H12N203
C11H12N40251
C11H12N40251
C11H12N40251
C11H12N40251
Cl1H12N4G251
C11H12N40251
C11H12N40251
C11H12N40251
C11H12N40251
C11H12N403$
C11H12N403$
C11H12N40381
C11H12N403S1
C11H12N40351
CLl1H12N40351
Cl1H12N40351
C11H12N40351
C11H12N403S51
C11H12N40351
C11H12N40351
C11HI2N403S1
Cl11H12N40351
C11H12N40351
C11H12N40351
C11H12ZN40351
Cl1H1202
C11H1203
C11H13CL1IN202
C11H13N102
CI1HI3N102
C11H13N102
C11H13N103
C11H13N103
C11H13N103
C11H13N103
C11H13N103
C11H13N104
C11H13N104
C11H13N104
C11H13N104
C11H13N104
C11H13N104
C11H13N104
Cl1H13N104
C11H13N104
CL1H13N301
C11H13N301
CL1H13N301
C11H13N30381
C11H13N303S51
Cl1H13N303S1
C11H13N303S81
C1I1HL3N30351
C11H13N303S51
C11H13N303S1
C11H13N303S51
Cl1H13N303S51
Cll1H14CL1INIO3
CllH14F3N1
Cl1H14I1N104S1
C11H14I1N104S1
C11H14I1N10451
CllH14I1N104S2
C11HL4I1N104S2
Cl1H14I1N10452
C11H14N2.H3P04

C11H14N201.H3P04

NAME

N- (P-1000BENZENESULFONYL )JHYOROXYPROL INE
N~ (P-1000BENZENESUL FONYL JHYOROXYPROL INE
N-(P-1000BENZENESUL FONYL JHYORUXYPROL INE
N- (P—I0OO0BENZENESUL FONYL JHYDROXYPROL INE
N-(P-1000BENZENESULFONYL)GLUTAMIC AClO
N- (P-1000BENZENESULFONYL)GLUTAMIC ACIO
N-(P-1000BENZENESULFONYL 1GLUTAM1C ACID
BENZO1C ACl1D,4-0Hy3,5-D1-ID00,8UTYL ESTER
BENZOIC AC1044-0Hy 3,5-01-1000, S-BUTYL ESTER
BENZO1C AC10y4-0Hy3,5-01-1000,0-0H-BUTYL ESTER
TETRAHYORO-B8-CARBOL INE

ANT1PYRINE

ANT IPYRINE

ANTIPYRINE

ANT1PYRINE

ANT]1PYRINE

ANT1PYRINE

ANTIPYRINE

ANT IPYRINE

ANTI1PYRINE

ANT IPYRINE

ANT 1PYRINE

ANTIPYRINE

ANTIPYRINE

ANT IPYRINE

HYOANT O 1Ny S—ETHYL=-5-PHENYL

MALONAM1DEy 2-METHYLBENZAL

MALONAMIOE, 4~-METHYLBENZAL

MALONAMIOE, 3-METHYLBENZAL

TRYPTOPHAN, DL

MALONAMIOE, 2-METHOXYBENZAL

MALONAMIOE, 4-METHOXYBENZAL

MALONAMI0OEy 3-METHOXYBENZ AL
SULFAMERAZINE

SULFAMERAZINE

SULFAMERAZINE

SULFAMERAZINE

SULFAMERAZINE

SULFAMERAZINE

SULFAMERAZINE

SULFAMERAZINE

SULFAMERAZINE

SULFAMETHOXYPYRIOAZINE
SULFAMETHOXYPYRIOAZINE
SULFAMETHOXYPYR10AZINE
SULFAMETHOXYPYR10AZ INE

SULFAMETHOXYPYR IOAZINE
SULFAMETHOXYPYR1O0AZINE
SULFAMETHOXYPYR10AZINE
SULFAMETHOXYPYR1OAZLINE
SULFAMETHOXYPYRIOAZINE
SULFAMONOMETHOX INE

SULFAMONOMETHOXINE

SULFAMONOMETHOXINE

SULFAMONOMETHOX INE

SULFAMONOMETHOX INE

SULFAMONOMETHOXINE

SULFAMONOMETHOXINE

CLINNAMIC AC10,ETHYL ESTER

§- INOANOXYACET1C AClO

TRYPTOPHANE HYOROCHLORIOE

STYRENE, 4-1-PROPYL y8-N1TRO

STYRENEy 4~METHYLB8-N1TROyB-ETHYL
STYRENEy 2-METHYL yB-N1TRO,B8-ETHYL
L-PHENYLALANINEy ACETYL

STYRENE, 2-ETHOXYyB-N1TRO,B8-METHYL
STYRENE,4-METHOXYs B-N1TRO,B8-ETHYL
STYRENE,2-METHOXYy B-NITROyB-ETHYL
STYRENEy3-METHOXY,B8-N1TROyB-ETHYL
N-ACETYLTYROSINE/L/
N-ACETYLTYROSINE/L/

BENZOYLTHREONINE

ST YRENEy 3,4-0IMETHOXYyB-N1TRO,8-METHYL
STYRENEy 24 5-0IMETHOXYyB-N1TRO,8-METHYL
STYRENE, 24 4-01METHOXY,B-NITROyB-METHYL
ST YRENE, 2y 3-0IMETHOXY»B-N1TRO,B-METHYL
STYRENEy 4—HYORO XYy 3-ETHOXY,8-NITRO,8-METHYL
STYRENEy 4—HYOROXYy 3-METHOXY, 8~NITRO,B-ETHYL
4—AMINOANTIPYRINE

4—AMINOANTIPYRINE

4- AMINOANT IPYR INE

SULF1SOXAZOLE

SULFISOXAZOLE

SULFISOXAZOLE

SULF1SOXAZOLE

SULF1SOXAZOLE

SULF1SOXAZOLE

SULFISOXAZOLE

SULF1SOXAZOLE

SULF1SOXAZOLE

P—AMINOSALICYLIC ACIO,4-CHLOROBUTYL ESTER
N-METHYLNORFENFLURAMINE
N=(P-IO00BENZENESULFONYL)VALINE
N-(P-1000BENZENESULFONYL)VALINE

N~ (P-IOO0OBENZENESULFONYL ) VALINE
N-(P-I000BENZENESULFON YL )METHION INE

N~ (P-IOO0BENZENESULFONYL JMETHIONINE

N- (P-I000BENZENESULFONYL )METHI ONINE
5-METHYLTRYPTAMINE PHOSPHATE
S5—METHOXYTRYPTAMINE PHOSPHATE
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NO. SOLVENT REF FOOT LOGP LOGP
NOTE SOLV ocT
4101  CYCLOHEXANE 141 2.56
4102 CHCL3 399 1 2.15 1.62
4103  I-PENT. ACETATE 399 1 1.93 1.82
4104 CCL4 399 1 Q.84
41C5 M1XED SOLV#1 433 0.88
41C6 OCTANOL 428 -0.03 -0.03
4107 - OCTANOL 226 0.09 0.09
4108 QCTANOL 255 2.42 2.42
4109 OCTANOL 255 2.77 2.77
4110 OCTANOL 255 2.77 2.77
4111 OlLLS 362 0.84 1.98
4112 OILS 385 l.41 2.47
4113 OILS 417 l.46 2,52
4114 0O1LS 361 1.03 2.19
4115 OCTANOL 56 3.57 3.57
4116 OCTANOL 10 2.59 2.59
4117 OCTANOL 10 2.69 2.69
4118 OCTANOL 10 2.71 2.71
4119 OILS 345 0.63 1.76
4120 OCTANOL 437 3.46 3.46
4121 TOLUENE 150 3.28 445
4122 CHCL3 396 31 2.28 1.73
4123 N-FEPTANE 396 31 0.32
4124 OLEYL ALCOHOL 390 44 2.77 3.31
4125 [I-PENT. ACETATE 418 3 3.76 3.72
4126 1-PENT. ACETATE 418 3 3.78 3.74
4127 I-PENT. ACETATE 418 3 3.58 3.52
4128 I-PENT. ACETATE 418 3 3.08 3.01
4129 HEXANE 391 1.09
4130 'HEXANE 391 0.89
4131 HEXANE 391 0.93
4132 OCTANOL 384 2.31 2.31
4133 OCTANOL 384 2.40 2.40
4134 OCTANOL 384 2463 2,63
4135 OCTANOL 384 2.80 2.80
4136 OCTANOL 255 =0.36 -0.36
4137 HEXANE 391 l.48
4138 N-HEPTANE 370 14 1.17
4139 OCTANOL 384 1.52 1.52
4140 HEXANE 376 -0.14
4141 N-HEPTANE 370 14 O0.18
4142 CHCL3 322 -2.00 -1.25
4143 N-HEPTANE 421 44 2.69
4144 OCTANOL 437 2.92 2.92
4145 OCTANOL 349 2.20 2.20
4146 OCTANOL 437 2.01 2.01
4147 OCTANOL 341 60 1.68- 1l.68
4148 ODCTANOL 341 60 0.96 0.96
4149 PARAFFINS 316 0.55
4150 OCTANOL 341 60 1l.34 1.34
4151 N-HEPTANE 419 -0.92
4122 N-HEPTANE 419 -1.20
4153 N-HEPTANE 419 -1.07
4154 N-HEPTANE 419 -0.25
4155 N-FEPTANE 419 -0.28
4156 N-HEPTANE 419 -0.49
4157 N-HEPTANE 419 -0.49
4158 HEXANE 391 0.12
4159 N-FEPTANE 400 14 -3.25
4160 S5S0YETHER+SCROMF 125 0.82 2.84
4161  50%ETHER+50%0MF 125 0.52 2.10
4162 503ETHER+50%0MF 125 0.61 2.32
41€3 01LS 345 0.39 1.55
4164 HEXANE 372 1.02
4165 CHCL3 396 31 3.46 2.74
4166 N-HEPTANE 396 31 2.03
4167 DIETHYL ETFER 374 1.80 2.44
4168 CHCL3 396 31 3425 2.56
4169 N-HEPTANE 138 1.88
4170 N-HEPTANE 396 31 1.59
4171 CHCL3 396 31 2.94 2.29
4172 N-HEPTANE 396 31 2.04
4173 OCTANOL 255 2.73 2.73
4174 N-HEPTANE 421 44 2.03
4175 XYLENE 422 1.81 2.47
4176 OCTANOL 302 2.29 2.29
4177 CHCL3 396 31 1.91 le4l
4178 N-HEPTANE 396 31 -0.04
4179 OCTANOL 397 1.16 l.16
4180 DCTANOL 437 2.24 2.24
4181 DCTANOL 437 0.00 0.00
4182 OCTANOL 65 46 =-3.38 -3.38
418% OCTANOL 65 53 -2,03 -2.03
4184 ODCTANOL 341 60 1.23 1.23
4185 OCTANOL 341 60 1.49 1.49
4186 N-HEPTANE 400 14 -2.48
4187 DOCTANOL 218 2.98 2.98
4188 CHCL3 399 1 2.51 2.95
4189 I-PENT. ACETATE 399 1 3.00 2,94
4190 CCL4 399 1 I.58 3.21
*4191 CHCL3 338 44 2.22 2469
4192 OILS 442 1.95 2.96
4I93 O0Its 398 44 I.80 2.83
4194 BENZENE 338 44 0.51
4195 N-HEPTANE 254 0.52
4196 N-HEPTANE 338 44 Q.19
4197 N-HEPTANE 340 0.52
4198 OCTANOL 218 2424 2424
4199 DILS 345 0. 46 l.61
4200 OCTANOL 399 2.07 2.07
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EMP1R]ICAL
FORMUL A

C11H14N202
C11H14N203
C11H14N203
C11H14N203
C11H14N20C3
C11H14N205
Cl1H14N404S1
Cl1H1401
C11H1402
C11H1402
C1l1H1402
C11H1402
C11H1402
C11H1402
Cll1H1403
C11H1403
C11H1403
Cl1H1403
C11H158RIN203
Cl1H15CL206P151
C11H15N101
C11H15N101
Cl1H1I5N101
C11H15N102
C11H15N102
Cl1H15N102
Cl1H15N102
C11H15N102
C11H15N102
Cl1H15N102
C11H15N102
C11H15N102
C11H15N102
Cl1H15N102
C11HI5N102
C11H15N102
C11H15N10251
C11H15N103
C11H15N103
C11H15N103
C11H15N104
C11H15N505
C11H16CLINL
C1l1H16CL104P151
C11H16N105P1
C11HI6N106P1S1
C11H16N2
C11H16N2
C11H16N2
CL1H16N2
C11H16N201
C11H16N201
C11H16N201
C11H16N201
C11H16N201
C11H16N201
Cl1H16N201
C11H16N202
C11H16N202
C11H16N20251
C11H16N203
C11H16N203
Cl1H16N203
Cl1H1601
C11H17N1
CILH17N1
C11H17N1
C11H17N1
C11H17N1
Cl1H17N1
C11H17N1
C11H17N1
C11H17N1
C11H17N1
CL1H17N1
C11H17N101
C11H17N101
C11H17N101
C11H17NSO1
Cl1H1704P1S1
C11H1706P151
C11H1B8BRINL
CL1H1BBRINI
Cl1H18N2
C11H18N2
C11H1BN202.HBR
C11H18N20251
Cl1HIBN202S1
ClIH1B8N202S1
C1l1H1BN202S1
C11H18N20251
C1l1H1B8N202S1
C11HIBN202S1
C11H18N20251
Cl11H18N20251
Cl1H1BN20251
Cl1HIBN202SI
C11H1BN203
Cl1H18N203
Cl1HIBN203

NAME

STYRENE, 4—01METHYLAMINO,B=N1TROsB8-METHYL
ALLOBARBITAL ¢ N-METHYL

ALLOBARBITALyN-METHYL

ALLOBARBITAL yN-METHYL

ALLOBARBITAL yN-METHYL
N-ACETYL-A-HYOROXYMETHYL-8-0H-4-NITROPHENE THYL AMINE
6=METHYLTH10-9-8-0-R1BOFURANOSYL-9-H-PURINE (40774)
2=-PENTANONE, 5-PHENYL

ACET1C ACIOyG-PHENYLPROPYL ESTER

4=PHENYLBUTYRIC
A-PHENYLVALERIC
2-PHENYLVALERIC
4=PHENYLVALERIC
S5~PHENYLVALERIC

ACIDyMETHYL ESTER
AC10
ACl0
AClo
AClO

P-HYOROXYBENZO1C ACIO,BUTYL ESTER

PHENOXYACET1C AC10,3-ISOPROPYL

PHENOXYACET1C AC1044-1S0PROPYL

PHENOXYACET1C AC104+3-PROPYL

BARBITURIC ACI10yS-BUTYL,B8-BROMOALL Yt

0y 0-01ET-0-(2y 6~CL2-4-MESULFONYLPHENYL ) PHOSPHATE
N=BUTYL-SAL ICYLIOENEIMINE (SCHIFF BASE)
PHENMETRAZINE
PHENMETRAZINE
P—AMINOBENZOIC
P=AMINOBENZOLC
P—-AMINOBENZO1C

AC10,BUTYL ESTER

AC10y I-BUTYL ESTER
AC109N-BUTYL ESTER
P—AMINOBENZO1C AC10y SEC-BUTYL ESTER
P—AMINOBENZOLIC ACIO,T-BUTYL ESTER

N-METHYL CARBAMATE,3-1-PROPYLPHENYL

N-METHYL CARBAMATE,3,y4,6-TRIMETHYLPHENYL
N=METHYL CARBAMATE;3,4,5-TRIMETHYLPHENYL
N-METHYL-2- I-PROPYLPHENYLCARBAMATE
N-METHYL-2-PROPYLPHENYLCARBAMATE
N-METHYL-3-1-PROPYLPHENYLCARBAMATE
N-METHYL-4-1-PROPYLPHENYLCARBAMATE

VALERIC AC1042-AMINO-5-PHENYL

N=METHYL CARBAMATEy345-0IMETHYL»4~METHYLTH10PHENYL
P—AMINOSALICYLIC AC1O4N-BUTYL ESTER
N-METHYL-2-1-PROPOXYPHENYLCARBAMATE
N-METHYLCARBAMIC AC10,0- 1-PROPOXYPHENYL ESTER
P—AMINOSALICYL1C AC10494-HYOROXYBUTYL ESTER
1=METHYLGUANOS INE

G- (P=CHLOROPHENYL )-PROPYLOIMETHYLAMLNE

0y 0-01 ET-0-( 3-CL-4-METHYLTHLOPHENYL ) PHOSPHATE
PHOS PHONATE y0-(P-N1TROPHENYL )-0-PROPYL yETHYL
0y0-01ET-0-( 2-NITRO-4-METHIOPHENYL ) PHOSPHATE
4= (NyN-OIMETHYL)-3-PYRIOYLBUTENE-1-YLAMINE
METHYL ANABAS INE

4=~ (N-PIPERIOYL)-ANILINE
3-PYRIOYLETHYL-2=-(N-PYRROL101NE)

UREA, ETHYL-M-PHENETYL/UNSYM/

UREAy ETHYL-0-PHENETYL/UNSYM/

UREAy ETHYL=P-PHENETYL/UNSYM/
UREAyN-BUTYLPHENYL-

UREAyN-PROPYL yM-TOL YL—-

UREAyN=PROPYL,0-TOL YL~

UREAyN-PROPYLyP-TOLYL-

N-METHYL CARBAMATE,3-METHYLy4-0OIMETHYLAMINOPHENYL
PILOCARPINE
S5—ALLYL-5-I-BUTYL-2-THIOBARBITURIC ACIO/BUTHALITAL/
5—ALLYL-5-BUTYLBARBITURIC ACIO
S5-ALLYL-5-I-PR-1-METHYLBARBITURIC ACIO
BARBITURIC ACIOsALLYLyS-BUTYL

PENT ANOL y 5-PHENYL

OIMETHYLAMPHETAMINE

OIMETHYLAMPHETAMINE
N-ETHYL-G-PHENYLPROPYL AM INE

ETHYLAMPHETAMINE

ETHYL AMPHETAMINE

ETHYLAMPHET AMINE

MEPHENTERMINE

MEPHENT ERMINE

G-PHENYLPROPYLOIMETHYLAMINE
G-PHENYLPROPYLOIME THYL AMINE

PROPYL AMINEyN-MEy,N-(1-BENZYL)
P-OIETHYLAMINOBENZYL ALCOHOL

METHYL EPHEORINE

METHYL EPHEORINE

ADENINEy 9—{ I-HYOROXYME THYL-PENTYL)

0y 0-0IETHYL-0-(4—METHYLTHIOPHENYL) PHOSPHATE
Oy O-0IETHYL-0-(4-METHYLSULFONYLPHENYL) PHOSPHATE
BENZYLOIMETHYL ETHYLAMMONIUM BROMIOE
HEXYLPYRIDINIUM BROMIOE

Ny N-O1 ETHYL-3-PYRIOYLETHYLAMINE

4= (NyN-DIMETHYL)-3-PYRIOYLBUTYLAMINE
SPIRO-(N'—METHYLP IPERIOYL-4?)-N-ETSUCC INIMIOE
BARBITURIC ACIOy5-ETHYL-5-I-AMYL-2-THIO
BARBITURIC ACIOy5-ETHYL-S-1-AMYL-2-THIO
BARBITURIC ACIOy5-ETHYL=5-I-AMYL-2-THIO
BARBITURIC AC10y5-ETHYL-5-I-AMYL-2-THIOD
BARBITURIC ACI104ET41-MEBU,2-THIO/THIOPENTAL/
BARBITURIC ACIOyETy1-MEBU,2-THIO/THIOPENTAL/
BARBITURIC ACIO.ETy1-MEBU,2-THIO/THIOPENTAL/
BARBITURIC ACIOyETy1-MEBU,2-THIO/THIOPENTAL/
BARBITURIC ACIO,ET-1-MEBU,2-THIO/THIOPENTAL/
BARBITURIC ACI10+ETy1-MEBU,2-THIO/THIOPENTAL/
BARBITURIC ACIOyETy1-MEBUy2-THIO/THIOPENTAL/
BARBITURIC ACIO,5-AMYE:S-ETHYL

BARBITURIC AC10y5-AMYL=-5-ETHYL

BARBITURIC ACIOy5-ETHYL-5-I-AMYL/AMOBARBITAL/
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NO. SOLVENT REF FOOT LOGP LOGP EMPIRICAL NAME
NOTE SOLV ocT FORMUL A

4201 CHCL3 399 1 1.73 2.24 N Cl1H18N203 BARBITURIC AC10,5-ETHYL-5-1-AMYL/AMDBARBITAL/
4202 OILS 345 0.46 le61 A C1l1H1BN203 BARBITURIC ACIOy 5-ETHYL-5-1-AMYL/AMOBARBITAL/
4203 BENZENE 399 1 0.72 2.10 A Cl1HIBN203 BARBITURIC AC10y5-ETHYL-5-1-AMYL/AMOBARBITAL/
4204 1-PENT. ACETATE 399 1 2.13 2.03 C11H18N203 BARBITURIC AC10y5-ETHYL-5-1-AMYL/AMOBARB1TAL/
4205 CCL4 399 1 0.34 2.22 A Cl1Hl8N203 BARBITURIC AC10y S—ETHYL-5-I-AMYL/AMOBARBITAL/
4206 OCTANOL 399 2.03 2.03 = Cl1l1H1BN203 BARBITURIC ACIOy5-ET-5-(1-MEBU)/PENTOBARB] TAL
4207 CHCL3 399 1 1.38 1.90 N C1l1H18N203 BARBITURIC ACIOy5-ET-5-(1-MEBU) /PENTOBARBITAL/
4208 O0O1LS 345 0.64 1.77 A Cl1H18N203 BARBITURIC ACIO,S-ET-5-(1-MEBU) /PENTOBARBLTAL/
4209 01LS 398 44 0.76 1.88 A C1l1H1BN203 BARBITURIC AC10y5~ET—5-(1-ME 8U) /PENTOBARBITAL/
4210 BENZENE 399 1 0.51 1.90 A C11H1BN203 BARBITURIC ACIOy5-ET-5-(1-MEBU)/PENTOBARBITAL/
4211 1-PENT. ACETATE 399 1 2,03 1.93 C11H18N203 BARBITURIC ACIO,5-ET-5-(1-MEBU)/PENTOBARBITAL/
4212 CCL4 399 1 -0.03 1.80 A C1l1H18N203 BARBITURIC ACIDyS-ET-5-(1-MEBU)/PENTOBARB]ITAL/
4213 N-HEPTANE 340 -1.30 C11H1B8N203 BARBITURIC ACIOyS5-ET-5-(1-MEBU)/PENTOBARBITAL/
4214 SOIETHER+5020MF 125 0.53 2.12 C11H1B8N203 BARBITURIC AC10y5-ET—5-( 1~MEBU)/PENTOBARB] TAL/
4215 OCTANOL 218 0.35 0.35 = C1l1H1IBN204 BARBITURIC ACLOy S—ETHYL-S(30H-1-METHYLBUTYL)
4216 OCTANOL 348 0.89 0.89 = Cl1HI9N102 N-HEXANOYLCYCLOBUTANEC ARBOXAM1OE

4217 CHCL3 424 46 -3,20 C11H20I1N102 N-METHYL-1-QUINUCL 10INOL-3-ACETATE METH10010E
4218 CHCL3 424 46 -3.71 C11H20I1NIO2 TROPINYL ACETATE-METHIOOI0E/TRANS/

4219 CHCL3 424 46 -3.09 C11H2011N102 TROPINYL ACETATE-METHIOO10E/Cl1S/

4220 SEC-BUTANOL 84 9 -1.31 -2.34 C11H21NS505 ARGINYLGLUTAMIC AClO

4221 CHCL3 424 46 -3.28 C11H2211N102 1y 29 6=TRIMETHYL-4~ACETYL PIPERIOINE METH1DOIOE
4222 CHCL3 424 46 -3.09 . C11H2211N102 I+3,5-TRIMETHYL-4-ACETYL PlPERIOINE METHIOOIOE
4223 OLlETHYL ETERER 378 44 -1.06 -0.01 8 C11H22N203 MORPHOL INOFORM1C AC10401ETAMINOETHYL ESTER
4224 PARAFFINS 241 1.08 C11H22N2S1 N-OCTYLETHYL ENETHIOUREA

4225 CHCL3 424 46 -2.70 Cl1H2411N1 12,2469 6=-PENTAMETHYLP IPERIOLINE METH10010E
4226 CHCL3 424 46 =2.52 C11H24I1N1 143,34 59 5-PENTAMETHYLP IPERIOINE METH10010E
4227 OLlETHYL ETFER 378 44 -0.12 0.83 8 Cl1H24N202 N-BUTYLCARBAMIC AC10y01ETAMINOETHYL ESTER
4228 OIETHYL ETERER 378 44 -1.02 0.04 8 C11H24N202 N-T-BUTYLCARBAMIC ACI0,0IETAMINOETHYL ESTER
4229 OIETHYL ETFER 378 44 -0.73 0.30 8 ClI1H24N202 Ny N-O1ETHYLCARBAMIC ACIO,OlETAMINOETHYL ESTER
4230 OIETHYL ETFER 378 44 -1.07 0.00 8 Cl1H24N202 N-SEC-BUTYLCARBAMIC AC10,01ETAMINOETHYL ESTER
4231 OCTANOL 235 l.68 1.68 = C11H24025N1 TR1PROPYLTIN ACETATE

4222 OCTANOL 297 46 -1.07 -1.07 = C11H2611N1 TRIMETHYL-0OCTYL-AMMONIUM 1001DE

4233 OCTANOL 297 46 -2.19 -2.19 = C(C1l1H26I1N1 TRIPROPYL-ETHYL—AMMON1UM 100IOE

4234 OCTANOL 298 4024 4.24 = C1l1H26S11 SILANE, OCTYL-TRIMETHYL

4235 CYCLOHEXANE 304 1.96 C12H6F2N2 MALONONITRILEy 29 6~01FLUOROCINNAMAL

4236 CYCLOHEXANE 304 1.96 C12H7CLLIN2 MALONONITRILEy 2-CHLOROC INNAMAL

4237 N-HEPTANE 443 0.81 C12H7CL2N1S1 PHENOTH1AZ1NE, 2y 7-0ICHLORO

4238 N-HEPTANE 443 0.83 C12H7CL2N1S1 PHENOTH1AZINE, 3, 7-0ICHLORD

4239 CYCLOHEXANE 304 1.80 CI2HTFLIN2 MALONONLTRILEy 2-FLUOROCINNAMAL

4240 CYCLOHEXANE 304 1.01 C12HTN302 MALONONITRILE, 2-NITROC INNAMAL

4241 N-HEPTANE 443 3.60 C12HBBRIN1S1 PHENDTHIAZINE, 3-BROMO

4242 N-HEPTANE 443 3.32 C12HBCL1INLSE PHENOT H1AZ INE, 3-CHLORO

4243 HEXANE 317 5.00 C12HBCLG ALORIN

4244 HEXANE 317 4.56 C12HBCL60L O1ELORIN

4245 N-FEPTANE 443 3.61 C12HBF1N1S1 PHENOTH1AZINE, 3-FLUORD

4246 N-FEPTANE 443 3.95 C12HB11N1S1 PHENOTHIAZINE, 3-1000

4247 CYCLOHEXANE 14§ 1.87 C12HBN2 MALONONITRILEy CINNAMAL

4248 OCTANOL 283 1.83 1.83 = C12HBN2.H20 O0-PHENANTHROL INE HYORATE

4249 OCTANOL 218 2.84 2.84 = C12HBN2 PHENAZ INE

4250 CYCLOHEXANE 304 1.02 C12HBN2D2 MALONONITRILE,4-METHOXYCARBONYLBENZAL

4251 CYCLOHEXANE 304 1.35 C12HBN202 MALONONITRILE, 2-METHOXYCARBONYLBENZAL

4252 OCTANOL 218 4012 4.12 = (C12HBO! O1BENZOFURAN

4253 CYCLOHEXANE 141 0. 67 C12HB03 1, 4-NAPHTHOQU INONE, 2-ACETYL

4254 CYCLOHEXANE 141 1.12 C12HBO4 1y 4=NAPHTHOQU INONE, 2-METHOXYCARBONYL

4255 CYCLOHEXANE 304 3.60 C12H9CL2N102 ETHYLCYANOACETATE, 296~01CHLOROBENZAL

4256 OCTANOL 309 3.29 3.29 = C12H9NL CARBAZOLE

4257 N-HEPTANE 443 -1.09 C12HINIOLSI PHENOTHLAZINE, 3-HYOROXY

4258 OCTANOL 141 1.29 1.29 = C12H9N103 19 4-NAPHTHOQUINONE, 2-ACETAMIOO

4259 CYCLOHEXANE 141 0.13 C12H9IN1 03 1y 4~NAPHTHOQUINONE, 2-ACETAM]DO

4260 OCTANOL 56 4e18 4.15 = C12H9N1S1 PHENDTHIAZINE

4261 N-FEPTANE 443 3.88 C12H9N1S1 PHENOTHIAZINE

4262 0CTANOL 283 74 0.41 0.41 = (C12H9NALOL SOD1UM P-PHENYLPHENOXIOE (PKA=9,51)

42¢3 OCTANOL 283 0.22 0.22 = (C12H9NALOL SOO1UM P-PHENYLPHENOX1DE (PKA=9,51:PH=12,7)
42€4 OCTANOL 56 4.09 4.09 = Cl2H10 81PHENYL

4265 OCTANOL 309 3.16 3.16 = Cl2H10 81 PHENYL

4266 OCTANOL 428 4.04 4.04 = (C1l2H10 O1PHENYL

4267 CYCLOHEXANE 304 2.97 CI2H10CLIN1O2 ETHYLCYANOACETATE, 2-CHLOROBENZAL

4268 CYCLOHEXANE 304 3.54 C12H10CL1N102 ETHYLCYANOACETATE, 3-CHLOROBENZ AL

4269 CYCLOHEXANE 304 3.55 C12H10CLIN1O2 ETHYLCYANOACETATEy 4~CHLOROBENZAL

4270 CYCLOHEXANE 141 1l.24 C12H10CL1IN102 1y 4~NAPHTHOQUINONE, 2-CHLORD, 3-0 IMETHYLAMINO
4271 CYCLOHEXANE 304 2.18 Ccl2Hl0CL202 ACETYLACETONE, 2y 6-~01CHLORO-BENZAL

4272 CYCLOHEXANE 304 2,75 C12H10F1N102 ETHYLCYANDACETATE, 3-FLUROBENZAL

4273 QCTANOL 10 3.82 3.82 = C12HION2 AZOBEN ZENE

4274 CYCLOHEXANE 304 2.55 C12H10N2 MALONONITRILEy 2-ETHYLBENZAL

4275 CYCLOHEXANE 304 2.23 Cl2H10N201 MALONONITRILE, 4-ETHOXYBENZAL

4276 CYCLOHEXANE 304 2.55 C12H10N201 MALONONITRILE, 3-EYTHOXYBENZAL

4277 CYCLOHEXANE 304 2.70 C12H10N201 MALONONITRILEy 2-ETHOXYBENZAL

4278 CYCLOHEXANE 141 1.06 C12HION202 MALONONITRILEy 3,4-DIMETHOXYBENZAL

4279 CYCLOHEXANE 141 2.02 C12H10N202 MALONONITRILEy 2y 4-DIMETHOXYBENZAL

4280 CYCLOHEXANE 304 1.08 C12H10N202 MALONONITRILEy 3, 4—OIMETHOXYBENZAL

4281 CYCLOHEXANE 141 =-1.3D0 C12H10N203 14 4=NAPHTHOQUINONE y 2-AM1NOy 3-ACETAMINO

4282 CYCLOHEXANE 304 1.74 C12H10N204 ETHYLCYANDACETATEy 3-N1TROBENZAL

4283 CHCL3 444 30 1.91 2438 N C12HLON4C6S1 N1-(3y 5-DIN1TROPHENYL I SULFANILAMIOE
4284 OCTANOL 56 4.21 4.21 = C12H100! OlPHENYL ETHER

4285 OCTANOL 276 4436 4.36 = (C12H1001 O1PHENYL ETHER
4286 CYCLOHEXANE 445 1.94 Cl12H1001 O-PHENYLPHENOL

4287 CYCLOHEXANE 133 .98 Cl2H1001 P=PHENYLPHENOL

4288 OCTANOL 141 26 2449 C12H1002 1y 4~NAPHTHOQUINONE, 6, 7-D1METHYL

4289 CYCLOHEXANE 141 2.70 Cl2H1002 1y 4~-NAPHTHOQU INONE 2+ 3-0 1METHYL

4290 OCTANOL 186 2.40 2.40 = (Cl2H1002S1 SULFONE, D1PHENYL

4291 OCTANOL 10 2.53 2.53 = Cl12H1003 ACETIC AC1042-NAPHTHYLOXY
4292 OCTANOL 141 26 2.14 C12H1003 1y 4=NAPHTHOQUINONE, 2-METHYL-3-METHOXY
4293 CYCLOHEXANE 141 2.31 C12H1003 1y 4=NAPHTHOQUINONE 2=METHYL y 3-METHOXY

4294 CYCLOHEXANE 304 Q.45 C12H1004 COUMAR IN-3-CARBOXYL1C ACLO,ETHYL ESTER

4295 CYCLOHEXANE 141 1.09 C12H1004 1y 4~NAPHTHOQUINONE 2y 3-D IMETHOXY
4296 OC TANOL 276 3.47 3.47 = C12H10S! D1PHENYLSULF1DE
4257 OCTANOL 235 4445 4e45 = C12H10S1 DIPHENYLSULFIDE
4298 CHCL3 444 30 2.16 2462 N Cl2H11BR1N202S51 N1-(3-BROMOPHENYL )SULFANILAMIDE
4299 CYCLOHEXANE 304 1.82 Cl12H11B8R102 ACETYLACETONE, 4-B8ROMO=-BENZAL
4300 CHCL3 444 30 1.97 2.44 N Cl2H11CL1IN20251 N1-(3-CHLOROPHENYL ) SULFANILAMIDE
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NO.

4301
4302
4303
4304
4305
4306
4307
4308
4309
4310
4311
4312
4313
4314
4315
4316
4317
4318
4319
4320
4321
4322
4323
4324
4325
4326
4327
4328
4329
4330
4331
4332
4333
4334
4335
4336
4337
4338
4339
4340
4341
4342
4343
4344
4345
4346
4347
4348
4349
4350
4351
4352
4353
4354
4355
4356
4357
4358
4359
4360
4361
43¢2
4363
4364
4365
4366
4367
4368
4369
4370
4371
4372
4373
4374
4375
4376
4377
4378
4379
4380
4381
4382
4383
4384
43¢5
4386
4387
4388
4389
4390
439}
4392
4393
4394
4395
4396
4397
4398
4399

4400°

SOL VENT

CYCLOHEXANE
CYCLOHEXANE
CYCLOHEXANE
CYCLOHEXANE
CHCL3
PARAFFINS
PARAFFINS
PARAFFINS
OCTANOL
OCTANOL
OCTANOL
CYCLOHEXANE
CYCLOHEXANE
HEXANE
OCTANOL
OCTANOL
OIETHYL
CHCL3
HEXANE
BENZENE
CHCL3
CHCL3
OCTANOL
OCTANOL
CHCL3
OCTANOL
CHCL3
OILS
o1LsS
OILS
BENZENE
I-PENT.
CCL4

OL EYL ALCOHOL
SORETHER+50X0MF
CYCLOHEXANE
CYCLOHEXANE
O1ETHYL ETFER
N-FEPTANE
N-HEPTANE
OCTANOL
CYCLOHEXANE
CYCLOHEXANE
OCTANOL

OCTANOL

OCTANOL

OILS

o1Ls

OILS

N-HEPTANE
SOZETHER+SOIOMF
CYCLOHEXANE
M1XEO SOLV#1
OCTANOL

O1ETHYL ETFER
CHCL3
CHCL3
BENZENE
I-PENT.
cCL4

OC TANOL
OlETHYL
CHCL3
CHCL3
CHCL3
CHCL3
BENZENE
1-BUTANOL
I-PENT. ACETATE
CCL4

N-FEPTANE
OCTANOL

CHCL3

CHCL3

BENZENE
I-BUTANOL
I-PENT. ACETATE
CCL4

OCTANOL

OCTANOL

CHCL3

OCTANOL

OCTANOL

OCTANOL

HEXANE
CYCLOHEXANE
HEXANE
CYCLOHEXANE
CYCLOHEXANE
CYCLOHEXANE
CYCLOHEXANE
CYCLOHE XANE
OCTANOL

OCTANOL

OCTANOL

OCTANOL

OCTANOL

OCTANOL

M1XEO SOLV#1
01LS

ETHER

ACETATE

ACETATE

ETFER

REF FOOT
NQTE

304
304
304
304
444
316
316
316
276
309
235
141
304
391
384
384
113
113
376

444
444
218

444
80
399

345
398
399
399
399

82
125
304
304
414
441
441
206
446
141
235
283

447
382
382
441
125
304
433

113
343
113
343
343
343
393
113
343
113
393
415
343
130
343
343
415
393
343
393
343
130
343
343
134

194
438
438
438
376
141
391
141
141
141
141
141
438
438
438
438
438
438
433
447

30

30
30

46

65
46

24
24

LOGP
SOLvV

1.67
1.69
1.99
0.95
2.47
2.10
1.67
l.74
3.34
3.22
3.50
2,63
2.59
0.42
2.36
2.56
2.62
2.87
1.96
3.50
2.44
1.52
0.98
-2.62
1.45
l.42
065
0.23
0.13
0.00
-0.01
1.54
=0.63
0.78
-0.07
-1.63
0.96
0.87
-2.13
-2.30
4.27
-0.62
3.60
2.14
1.49
=2452
-0.03
5.51
2.76
-1.99
0.13
-2.81
-2.70
0.27
-0.06
0.73
0.66
-0.43
0.56
-1.35
-0.30
-1.06
=0.55
-0.69
-0.35
-0.52
-1.21
l. 74
-0.40
-1.89
-3.85
I.56
1.49
1.31
0.70
2.48
1.89
=0.63
1.73
2.67
-0.60
0.26
0.27
0.75
0.92
3.52
2.20
2.17
2468
2.68
3.22
2424
=0.59
-0.39
-0.78
-0.51
-0.44
-0.18
-0.82
-0.02

OGP
ocT

3.34
3.22
3.50

2.36
2.56
2.41
3.29

2.98
2.88
2.02
0.98
-2.62
1.96
1.42
1.20
1.43
1.37
1.19
1.40
I.42
1.31
1.34
0.62

0.87

4027

2.14
1.49
-2.52
1.22
6.20
3.70

1.12

0.27
0.08
0.39
0.33
0.03
0.40
0.72
-0.30
0.71
0.09
-0.04
-0.33
0.12
0.18
1.94
-0.59
0.25

1.56
2.01
1.31
2.08
2.93
1.78
1.31
1.73
2.67
0.67
0.26
0.27
0.75

-0.59
-0.39
-0.78
-0.51
-0.44
~0.18

1.23
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EMPIRICAL
FORMUL A

C12H11CL102
CI2H11CL102
Cl12H11CL102
C12H11F 102
C12H11I1N20251
C12H11N1
CL12HL11IN1
C12H11NL
C12H11N1
C12H11N1
C12HLINL
C12H11N102
C12HL11N102
C12H11N102
C12H11N102
C12HI1N102
C12H11N10251
€12H11N102S1
C12H11N10251
C12H11N3
C12H11N30481
C12H11IN304S51
C12HL1INT
C12H12B8RINL
C12H12N20251
C12H12N203
C12H12N203
C12H12N203
C12H12N203
C12H12N203
C12H12N203
C12H12N203
C12H12N203
C12H12N203
C12H12N203
C12H12N203
C12H1202
C12H1205
C12H13CL1N2
C12H13F1N2
C12H13F3N2
C12H13N101
CI2H13N102
C12H13N10251
C12H13N302
C12H14BRINL

‘C12H14BR1N103

Cl2H141203
Cl2H141204
C12H14N2
CI12H14N204
C12H14N204
C12H14N205
C12H14N40251
C12H14N402S1
C12H14N40251
C12H14N40251
C12HI4N402$1
C12H14N40251

© Cl12H14N402S81

CI2H14N4028 1
C12H14N402S51
C12H14N402S1
C12H14N402S51
C12H14N40251
C12H14N40251
C12H14N40251
C12H14N40251
C12H14N40251
C12H14N40251
C12H14N40251
C12H14N404S1
C12H14N404S1
C12H14N404S ]
Cl2H14N404S 1
C12H14N4045S1
C12H14N404ST
C12H14N404S I
C12H14N501
C12H1403
C12H1404
Cl12H15CL106
Cl2H151106
Cl12H151106
C12H15N102
CI2H15N102
Cl12HISNIO02SI
C12H15N104
C12H15N104
C12H15N104
C12H15N104
C12H15N104
C12H15N108
C12H15N108
C12H15N108
C12HISN108
C12H15N108
C12H15N108
Cl2H15N304
C12H16BR1IN102

NAME

ACETYLACETONEy 4~CHLORO-BENZAL

ACETYL ACETONEy 3-CHLORO-BENZAL

ACETYLACETONEy 2-CHLORO-BENZAL

ACETYL ACETONE, 4—FLUJRO-BENZAL
NI-(3-IODOPHENYL ) SULFANILAM]OE

2-AMINOB1PHENYL

3-AMINOBIPHENYL

4—AMINOBIPHENYL

OIPHENYLAMINE

OIPHENYL AMINE

O1PHENYLAMINE :

BENZALCYANOACETIC ACIO,ETHYL ESTER
BENZALCYANOACETIC ACIO,ETHYL ESTER

N=METHYL CARBAMATE,1-NAPHTHYL
N-METHYL-A-NAPHTHYLCARBAMATE
N—-METHYL-B-NAPHTHYLCARBAMATE
BENZENESULFANILAMIOE

BENZENESULFANILAMIOE

N-ME-N-ACETYLCARBAMIC AC1Dy4-BENZOTHIENYL ESTER
P-AMINOAZOBENZENE :
N1-(3-NITROPHENYL)SULFANILAMIOE
N1-(4-N1TROPHENYL)SULFANILAMIOE
PTERIOINEy 2y 4y 7-TR1AMINO=6-PHENYL
BENZYLPYRIOINIUM BROM10E

N1-PHENYLSULFANILAM10OE

BARBITURIC ACI1D,S5-ETHYL-S5-PHENYL /PHENOBARBITAL/
BARBITURIC AC10y 5-ETHYL-S5-PHENYL/PHENOBARBITAL/
BARBITURIC AC10y5-ETHYL-5-PHENYL/PHENOBARBITAL/
BARBITURIC AC10,5-ETHYL-5-PHENYL/PHENOBARBITAL/
BARBITURIC AC10+5 ETHYL-S5-PHENYL/PHENOBARBITAL/
BARBITURIC AC10, 5-ETHYL-5-PHENYL/PHENOBARBITAL/
BARBITURIC ACIOyS5—ETHYL—5-PHENYL/PHENOBARBITAL/
BARBITURIC ACIOy 5—ETHYL=5-PHENYL/PHENOBARBITAL/
BARBITURLC ACIOy5—-ETHYL-5-PHENYL/PHENOBARBLTAL/
BARBITURIC AC10yS—-ETHYL-5-PHENYL/PHENOBARBLTAL/
CYANOACETAMI0Ey 39 4-0OIMETHOXYBENZAL
ACETYLACETONE, BENZAL

AOIPI1C ACIOyA-KETO-G-PHENYL
8-CHLORD-9-METHYLTETRAHYORO-8-CARBOL 1NE
6=FLUORO-9-METHYLTETRAHYORO-8-CARBOL INE

BENZ IMIODAZOLE, 5-BUTYL-2-(TRIFLUOROMETHYL)
N-CYCLOPROPYLCINNAMAMLIOE
1-CYCLOHEXENEy 4-N1TROy 5-PHENYL

VITAVAX

1SOCARBOXAZIOE

N-PROPYLQUINOL IN1UM BROMIOE
A-BROMO-I-VALERYL-SAL1CYLAMIOE

BENZOIC ACIOy4-0H,3,5-0I-1000,AMYL ESTER
BENZOIC AC1044-0OHy3,5-01-1000,E-OH-AMYL ESTER
9-METHYLTETRAHYDRO-8-CARBOLINE
5—-FURFURYL-5-1-PROPYLBARBITURIC AC1D/00RMOVIT/
MALONAM10Ey 2y 4~0OIMETHOXYBENZAL

BARBITURIC AC10Dy 1-CARBOXYMETHYL-5,5-01ALLYL
SULFAMETHAZ INE

SULFAMETHAZ INE

SULFAMETHAZINE

SULFAMETHAZ INE

SULFAMETHAZ 1INE

SULFAMETHAZ INE

SULFAMETHAZINE

SULFISCMIOINE

SULF1SOMIOINE

SULFISOMIOINE

SULFISOMIOINE

SULFISOMIOINE

SULF 1SOM1OINE

SULF1SOMIOINE

SULF ISOMIOINE

SULFISDMIOINE

SULFISOMIOINE

SULFISOMIOINE

SULFAOIMETHOXINE

SULFADIMETHOXINE

SULFAODIMETHOXINE

SULFAOIMETHOXINE

SULFADIMETHOXINE

SULFAOIMETHOXINE

SULFAODIMETHOXINE

3-PHENYL AMINO-4—AM INO-6-1-PR-1,2,4-TR1AZINE-5-0ONE
2-(59697yB-TETRAHYORONAPHTHYLOXY-)ACETIC ACIO
ADIPLC ACIOyB-PHENYL

GLUCOPYRANDS10Ey 4~CHLOROPHENYL (BETA)
GLUCOPYRANOS1DE, 2-1000PHENYL (BETA)
GLUCOPYRANOSIOEy 4~ IDOOPHENYL (BETA)
N-MECARBAMIC ACIOy 5,69 79yB-TETRAHYDRO-1-NAPHTHYL ESTER
STYRENEy 4=I-PROPYL y 8B-NITRO+»B-ME THYL

N-METHYL CARBAMATEsN-ACETYLy3-ME-4—METHYLTHIOPHENYL
STYRENEy394-01METHOXYyB=NITROyB-ETHYL
STYRENEy294—01METHOXY»B—=NITROyB-ETHYL

STYRENEy 2y 5-0IMETHOXYy B=NITROyB~ETHYL

STYRENEy 2y 3-01METHOXY s B=N1TRO,B-ETHYL
STYRENEy4—HYOROXYy 3—ETHOXY yB=NITROyB-ETHYL
GALACTOPYRANOSIOEy 4-N1TROPHENYL (BETA)
GLUCOPYRANOS1DEy4-N1TROPHENYL (ALPHA)
GLUCOPYRANOS10Ey 2-NITROPHENYL (BETA)
GLUCOPYRANOS10Ey 3-NITROPHENYL (BETA)
GLUCOPYRANOS10Ey4~NITROPHENYL (BETA)
MANNOPYRANOSIOEy 4—NITROPHENYL{ALPHA)

BARBITURIC AC10y1-CARBAMYLMETHYL-5,5-0IALLYL
A-BROMO=I-VALERYL-0-ANISIOINE
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NO. SOLVENT REF FOOT LODGP LOGP EMPIRICAL NAME
NOTE  sOLV oCT. FORMULA

4401 N-HEPTANE 416 14 1.12 C12H16CL1IN103 P-AMINOSALICYL1C ACIOyS~CHLORDAMYL ESTER

4402 CHCL3 396 31 3.22 2.53 8 C12H16F3N1 FENFLURAMINE

4403 N-HEPTANE 138 2.74 C12H16F3N1 FENFLURAMINE

4404 N-HEPTANE 396 31 2.83 C12H16F3N1 FENFLURAMINE

4405 CCL& 306 0.20 2,02 A Cl2H16I1N104S1 N-(P-IOO0OBENZENESULFONYL)-]-LEUCINE

4406 CCL4 306 0.09 1.92 A Cl2HL6I1N104S1 N- (P-IOODBENZENESULFONYL)LEUCINE

4407 OCTANOL 341 60 1.49 1.49 = C12H16N2 3-PYRIOYLMETHYL-N-PIPERIOINE

4408 CHCL3 448 65 -1.22 C12H16N202 Ny N~OIMETHYLTRYPTAMINE, 5-HYOROXY

4409 CHCL3 448 65 0.74 C12H16N202 Ny N=OIMETHYLTRYPTAMINE, 4-HYOROXY

4410 OCTANOL 218 1.20 1,20 = C12H16N203 CYCLOBARBITAL

4411 SORETHER+50%0MF 125 0.15 1.17 €12H16N203 CYCLOBARBITAL

4412 OCTANOL 218 1.49 1.49 = (l2H16N203 HEXOBARBITAL

4413 CHCL3 399 1 2.11 1.58 8 C12H16N203 HEXDBARBITAL

4414 I-PENT. ACETATE 399 1 1.86 1.75 C12H16N203 HEXOBARBITAL

4415 CCL4 399 1 0.88 CL2H16N203 HEXOBARBITAL

4416 S50%ETHER+50Z0MF 125 12 0e46 1.95 C12H16N203 HEXOBARBITAL

4417 SEC-BUTANOL 84 19 -2.05 -3.38 C12H16N603 HISTIOYLHISTIOINE

4418 01LS 361 1.25 2.40 A Cl2Hl1602 6-PHENYLCAPROIC ACIO

4419 OCTANOL 10 3.18 3,18 = C12H1603 PHENOXYACETIC ACIO,y3-BUTYL

4420 OCTANOL 10 3.12 3.12 = (12HI603 PHENOXYACETIC AC1044-$-BUTYL

4421 OCTANOL 10 2.96 2.96 = C€12H1603 PHENOXYACETIC ACIOy3-T-BUTYL

4422 OCTANOL 438 -0.71 =-0.71 = C1l2H1606 GLUCOPYRANOSIDEy PHENYL (BETA)

4423 OIETHYL ETHER 3 -3.1I3 -2.62 A Cl2HI607 B-0-GLUCOPYRANOSIOE,P-~HYDROXYPHENYL/ARBUTIN/
4424 OCTANOL 438 -1.35 =-1.35 = Cl2H1607 8y 0-GLUCOPYRANOSIDE,P-—HYOROXYPHENYL/ARBUTIN/
4425 I-BUTANOL 4 -0.55 -1.28 C12H1607 8y D-GLUCOPYRANOS IOE,P-~HYOROXYPHENYL /ARBUTIN/
4426 SOZETHER+50Z0MF 125 0.46 1.95 C12H178R1N203 §-(2-BROMALLYL }-5-(1-METHYLBUTYL)-BARBI TURIC ACIO
4427 CHCL3 396 31 3.38 2.66 B Cl2H17N101 PHENOIMETRAZINE

4428 N-FEPTANE 396 31 0.95 C12H17N101 PHENOIMETRAZINE

4429 1-PENT. ACETATE 418 3 4041 4.40 C12H17N102 P-AMINOBENZOIC ACIO,N-AMYL ESTER

4430 OLEYL ALCOFOL 390 44 3.24 3.78 C12H17N102 P-AMINOBENZOIC ACIO,PENTYL ESTER

4431 HEXANE 376 1.79 C12H17N102 NeN-O IMETHYLCARBAMIC ACIO,M-I-PROPYLPHENYL ESTER
4432 HEXANE 391 1.56 C12HL7N102 N-METHYL CARBAMATE,3-I-PROPYL,5-METHYLPHENYL
4433 HEXANE 391 1.54 C12H17N102 N-METHYL CARBAMATE,3-5-BUTYLPHENYL

4434 HEXANE 391 1.48 C12H17N102 N-METHYL CARBAMATE,3-T-8UTYL PHENYL

4435 OCTANOL 384 2.78 2.78 = Cl2H17N102 N-METHYL-2-S-BUTYLPHENYLCARBAMATE

4436 OCTANOL 384 2.65 2.65 = C12H17N102 N-METHYL-2-T-BUTYLPHENYLCARBAMATE

4437 OCTANOL 384 3.11 3.11 = C12HLI7N102 N-METHYL-3-METHYL-4—1-PROPYLPHENYLCARBAMATE
4438 OCTANOL 384 3.10 3.10 = Cl2H17N102 N—-METHY{-3-METHYL-5-I-PROP YLPHENYLCARBAMATE
4439 OCTANOL 384 2. 84 2.84 = Cl2H17N102 N-METHYL-3-METHYL-6-1-PROP YLPHENYLCARBAMATE
4440 OCTANOL 384 2.93 2.93 = C12H17N102 N-METHYL-3-T-BUTYLPHENYLCARBAMATE

4441 OCTANOL 384 3.20 3.20 = Cl2H17N102 N-METHYL-4-S-BUTYLPHENYLCARBAMATE

4442 OCTANOL 384 3.06 3.06 = CI2HL1T7N102 N-METHYL-4-T-BUTYLPHENYLCARBAMATE

4443 OLEYL ALCOHOL 142 le47 2.02 C12HITN102 PHENOXYACETAMIOEsNyN-O1ETHYL

4444 N-HEPTANE 370 14 1.32 C12HL17N103 P—AMINOSAL1CYLIC ACIOsN-AMYL ESTER

4445 OCTANOL 384 2.96 2.96 = C1l2H17N103 N-METHYL-3-BUTOXYPHENYLCARBAMATE

4446 N-HEPTANE 370 14 0.28 C12HITN104 P-AMINOSALICYL IC AC1Dy5-HYOROXYAMYL ESTER

4447 OCTANOL 438 -2.67 =2.67 = C12H17NIO6 GLUCOPYRANUS10Ey 4—AMINCPHENYL (BETA)

4448 OCTANOL 438 -1.23 -1.23 = C12H17N106 GLUCOPYRANOSIOEy 2-AMINOPHENYL (BETA)

4449 OCTANOL 341 60 1.66 l.66 = C12HLBN2 3-PYRIOYLETHYL-2=(N-P1PERIOINE)

4450 N-HEPTANE 400 14 -1.40 C12H18N201 . HCL OXO-TREMORINE

4451 N-HEPTANE 419 0.35 C12H18N201 UREA,N-BUTYL,0-TOLYL-

4452 N-HEPTANE 419 0.12 C12H18N201 UREAy N-BUTYL yP-TOL YL—-

4453 OCTANOL 449 1.95 1.95 = C12H18N202 BENZOIC AC10yP-ME-AMINOyN,N-DIMETHYLAMINOETHYL ESTER
4454 01LS 449 0.90 2.01 A Cl2H18BN202 BENZO1C ACIO,P-ME-AMINOyNyN-OIMETHYLAMINOETHYL ESTER
4455 XYLENE 449 1.38 C12H18N202 BENZOIC AC10yP-ME~AMINOyNyN-OIMETHYLAMINOETHYL ESTER
4456 01-BUTYL ETHER 449 1.01 C12H18N202 BENZOLC AC10yP-ME~AMINOyNyN-OIMETHYLAMINOETHYL ESTER
4457 CHCL3 399 1 2.84 3.30 N Cl2H1BN20251 BARBITURIC AC1OyS5-ALLYL-5-I-AMYL,2-THIO

4458 1-PENT. ACETATE 399 1 3.23 3.17 C12H18N202S51 BARBITURIC ACLOyS-ALLYL-5-I-AMYL,2-THIO

4459 CCL4 399 1 1.84 3.43 A C12H1BN202S1 BARBITURIC ACIDy5-ALLYL-5-I-AMYL,2-THIO

4460 OCTANOL 218 3.23 3.23 = (Cl2HI1BN202S1 BARBITURIC AC10y5~ALLYL-5-(1-MEBUTYL)2-THIO
4461 OLEYL ALCOHCL 142 2.50 3.04 C12H18N20251 BARBITURIC ACI1O»5-ALLYL-S5(1-MEBUTYL),2-THIOD
44¢2 CHCL3 399 2.27 2.75 N C12H1BN20251 BARBITURIC ACIOy5-(CYCLOHEX-1-YL),5-ET,2-THIO (1)
4463 1-PENT. ACETATE 399 1 2.75 2.67 C12H1B8N202S1 BARBITUREIC ACIDy 5~(CYCLOHEX-1YL)-5-ET-2-TH1D
4464 CCL4 399 1.17 2.80 A Cl2H1BN202S1 BARBITURIC ACI09S5-(CYCLOHEX-1-YL),5-ET,2-THIO (1)
4465 SOTETHER+5CRIOMF 125 0.62 2.34 C12H18N203 BARBITURIC AC10y5—-ALLYL-5-(1-MEBUTYL)/SECOBARB]TAL/
4466 PR1M. PENTANOLS 181 [0 -0.15 C12H19CL1N4O7P251 THIAMINE PYROPHOSPHATE /COCARBOXYLASE/

4467 CHCL3 396 31 3.68 2.92 8 Cl2HI9NL METHYL ETHYLAMPHETAMINE

4468 N-HEPTANE 396 31 2,22 CI2H19N1 METHYLETHYL AMPHET AMINE

4469 OLETHYL ETFER 374 2.11 2.7 B8 Cl12H19N1 N-PROPYL-G-PHENYLPROPYL AM1INE

4470 CHCL3 396 31 3.91 3.12 8 Cl2HI9NL PROPYL AMPHETAMINE

4471 N-HEPTANE 138 2.56 C12H19N1 PROPYL AMPHETAM INE

4472 N-FEPTANE 396 31 2.49 C12H19N1 PROPYL AMPHETAMINE

4473 CHCL3 396 31 3.65 2.90 B8 C1l2H1ISNL 1-PROPYL AMPHETAMINE

4474 N-HEPTANE 396 31 2.07 CL2H19N1 1-PROPYLAMPHET AM INE

4475 OCTANOL 227 0.06 0.06 = C12H19N30l.H1ICL] PROCARBAZINE HYDROCHLORIDE (77213)(PKA= 6.66)
4476 OCTANOL 437 2.73 2.73 = C12H1904P151 0y 0-01ETHYL-0-(3-ME-4—METHIOPHENYL)PHOSPHATE
4477 OCTANOL 437 2.82 2.82 = C12H1906P151 09 0-01ETHYL-0-(2-ME-4-MESULFONYLPHENYL ) PHOSPHATE
4478 OCTYANOL 255 =2.02 C12H2011N1 G-PHENYLPROPYL-TRIMETHYL-AMMONIUM 10010E

4479 OCTANOL 341 60 2.27 2,27 = C12H20N2 NyN-01-1-PROPYL=3-PRYIOYLMETHYLAMINE

4480 OC TANOL 341 60 1.46 1l.46 = Cl2H20N2 Ny N—O1 PROPYL-3-PYRIDYLMETHYLAMINE

4481 CHCL3 322 2.00 2.38 N Cl2H20N20252 BARBITURIC AC1095-(1-MEBU)-5-(2-METH10)-2-TH1O
4482 OI1LS 442 2.04 3.04 A Cl2H20N202S52 BARBLITURIC AC10y5-(1-MEBU)-5-(2-METH10)-2-THIO
4483 CHCL3 399 1 2.74 2.15 8 Cl2H20N203 BARBITURIC AC10s5-ET-5-1-AMYL-N-METHYL

4484 1-PENT. ACETATE 399 1 2.61 2.52 C12H20N203 BARBITURIC ACL1Oy5-ET-5-I-AMYL-N-METHYL

4485 CCL4 399 1 1.95 C12H20N203 BARBITURIC ACLDy 5-ET-5-1-AMYL-N-METHYL

4486 DIETHYL ETFER 3 0.65 0.67 A Cl2H2007 ClTRIC ACIO, TRIETHYL ESTER

4487 OILS 2 -0.30 0.97 A Cl2H2007 CITR1C ACLDy TRIETHYL ESTER
4488 PR1M. PENTANOLS 263 0.41 0.13 C12H21N606CO1 TR1-(2,3-BUTANEOIONEOXIME) COBALT

4489 OCTANOL 438 -€.63 -0.63 = C(C12H2206 GLUCOPYRANOS10EyCYCLOHEXYL (BETA)

4490 1-8UTANOL 4 =2+40 -3.88 C12H2201) MALTOSE
4491 1-8UTANOL 4 -2.25 -3.67 Cl12H22011 SUCROSE
4452 OCTANOL 260 1.72 1.72 = Cl12H23N101 2-AZATR1DECANONE
4493 DIETHYL ETFER 378 44 -0.36 0.62 8 Cl2H24N202 PIPERLIOINYL FORMIC AClDyOlETAMINOETHYL ESTER
4494 OCTANOL 218 26 4020 Cl2H2402 OOOECANOIC AC1O0/LAURLIC AC1O/
4495 N-HEPTANE 139 31 3.03 C12H2402 OOOECANOIC ACI1D/LAURIC AClO/

4456 SEC-BUTANOL B4 19 -0.75 -l.56 C12H25NS03 ARGINYLLEUCINE o

4457 OCTANOL 268 32 l.60 1.60 = C1l2H25NA104S1 OODECYL SULFATE,SODIUM SALT

4498 N-BUTANOL 450 0.25 -D.13 C12H26N406 NEAMLINE/NEOMYCIN A/(AS 2-ETHYL BUTYRATE)

4459 OCTANOL 218 5.13 S.13 = (C12H2601 1-D00ECANOL

4500 DLETHYL ETFER 2 -1.21 -0.95 A Cl2H2605 TETRAETHYLENE GLYCOL OlETHYL ETHER
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NO. SOLVENT REF FOOT LOGP LOGP EMPIRICAL NAME
NOTE SOLV ocT FORMUL A
4501 CHCL3 451 2 2.05 1.52 C12H27N1 TRIBUTYLAMINE
4502 TOLUENE 452 0.58 1.04 8 Cl2H2701P1 TR1BUTYL PHOSPHINE OXIOE
4503 OCTANOL 268 46 1.85 1.85 = C12H2BCLINL OUOECYLAMINE HYOROCHLURIOE
4504 SOIETHER+S0IOMF 125 0.34 1.65 C13N14N203 BARBITURIC ACLOy S-ETHYL-S5-PHENYL-N-METHYL
45C5 CYCLOHEXANE 304 2.28 C13HT7F3N2 MALONONITRILEy 2-TRIFLUOROME THYLC INNAMAL
4506 CYCLOHEXANE 304 2.98 C13HBO1 9-FLUORENONE
45C7 OCTANOL 427 3.40 3.40 = C13HINI ACRIOINE
4508 OILS 453 50 2.30 3.29 A Cl3HON1 ACR1OINE
45C9 OCTANOL 283 71 -0.27 -0.27 = C13H9NAL1O2 P-B1lPHENYLCARBOXYL1C ACl1O, SOO1UM SALT
4510 OCTANOL 283 72 0.77 0.77 = C13H9NALO2 B1PHENYLCARBOXYL IC AC10y SOOIUM SALY
4511 OCTANOL 283 73 -0.38 -0.38 = C13H9NALO2 BIPHENYLCARBOXYLIC ACIO, SOOIUM SALT
4512 OCTANOL 216 46 -0.50 -0.50 = C13HIOCLINL ACRIOINE HYOROCHLORIOE
4513 N-FEPTANE 443 1.42 C13H10CLINLIDLIS1 PHENOTHLAZINEy 2-CHLORO » 7-METHOXY
4514 OCTANOL 218 4.70 4.70 = C13H10CL2N201 UREAs1-(394-D1CHLOROPHENYL )= 3-PHENYL
4515 OCTANOL 346 2.47 2.47 = C13H1O0N2 1-AMINOACRI1OINE
4516 01LS 453 1.79 2.92 A Cl3HION2 1-AMLINOACRIOINE
4517 OCTANOL 346 2,62 2.62 = C13H1O0N2 2-AMINOACRIOINE
4518 OILS 453 1.97 3.08 A C13HION2 2-AMINOACRIOLINE
4519 OCTANOL 346 2.19 2.19 = C13HION2 3-AMINOACRIDINE
4520 O01LS 453 12 1.87 3.00 A C13H1O0N2 3-AMINOACRIOINE
4521 OCTANOL 346 3.26 3.26 = Cl13HION2 4— AMINOACR10INE
4522 0ILS 453 12 3.08 4,00 A C13HION2 4—-AMINOACRIOINE
4523 OCTANOL 216 2.74 2.74 = C13HION2 9-AM INOACRIOINE
4524 PARAFFINS 439 0.85 C13H10N2 9- AMINOPHENANTHR 10 INE
4525 CYCLOHEXANE 304 1.29 C13H10N202 ETHYLCYANOACET ATEy 4—CYANOBENZAL
4526 OCTANOL 218 0.33 0.33 = C13H10N204 PHTHAL IMI10EyN=(296-010X0-3-PIPERIOYL)
4527 OCTANOL 235 3.18 3.18 = Cl3Hl001 BENZOPHENONE
4528 OCTANOL 235 3.18 3.18 = C13H1001 BENZOPHENONE
4529 CHCL3 388 3.90 4.76 A C13H1002SE1l 1- (2-SEL ENOPHEN-YL )= 3-PHENYL-1,3-PROPANEO] ONE
4530  BENZENE 388 3.66 4.94 A C13H1002SE1 1-(2-SEL ENOPHEN-YL )=3-PHENYL-1, 3-PROPANEO1ONE
4531 TOLUENE 148 2.52 2.50 8 C13H11CUlN4OL CUPROUS-CARBAZONE COMPLEX
4532  TOLUENE 148 0.81 1.21 8 C13H11HG1IN4O1 MERCURIC-CARBAZONE COMPLEX
4533  TOLUENE 148 2.00 2.10 8 C13H11HG2N401 MERCURQUS—-CARBAZONE COMPLEX
4534 PARAFFINS 316 1.76 C13H11IN1 2-AMINOFLUORENE
4535 OCTANOL 56 2.62 2.62 = C13H11N101 BENZANILI1OE
4536 OCTANOL 9 26 3.09 3.09 = C13H1IN101 SALICYLALOEHYOE-ANIL
4537 N-HEPTANE 443 2.43 C13H11N101$1 PHENOTHIAZINEy 3-METHOXY
4538 OCTANOL 238 3.27 3.27 = Cl3H1iIN1O2 SALICYLANIL 10E
4539 N-HEPTANE 443 3.23 C13H11IN1S1 PHENOTHIAZINEy 3-METHYL
4540 N-HEPTANE 443 4.58 C13HLINLS1 PHENOTHIAZINE, 10-METHYL
4541 OCTANOL 346 1.10 1.10 = C13HI1IN3 2y B-0IAMINOACRIOINE
4542 OCTANOL 235 4el4 4.14 = Cl3H12 OIPHENYLMETHANE
4543 CYCLOHEXANE 304 1.91 C13H12CL203 ETHYLACETOACETATEy 29 6~01CHLORDBENZ AL
4544 CYCLOHEXANE 304 2.98 C13Hl12CL 203 ETHYLACETOACETATE, 294-0ICHLOROBENZAL
4545 CYCLOHEXANE 304 4.00 Cl3H12Ct203 ETHYLACETOACETATE, 3y4~0ICHLOROBENZAL
4546 CYCLOHEXANE 304 3.33 C13H12N201 MALONONLTRILE, 2-1-PROPOXYBENZAL
4547 TOLUENE 454 1.59 C13H12N401 OlPHENYLCARBAZONE
4548 CCL4 454 0.88 C13H12N401 OIPHENYLCARBAZONE
4549 CHCL3 455 12 5.90 C13H12N4S1 OIPHENYLTHIOCARBAZONE/OLTHIZONE/
4550 (CCL4 203 1.61 C13H12N4S1 OIPHENYLTHIOCARBAZONE/O1TH1ZONE/
4551 OCTANOL 276 2.03 2.03 = C13H1201 OIPHENYLCARB INOL
4552 OCTANOL 428 2467 2,67 = Cl3H1201 OIPHENYLCARBINOL
4553 HEXANE 456 0.56 C13H1203 GR1SAN-3,4'-010NE
4554 CYCLOHEXANE 304 2.23 C13H13F103 ETHYLACETOACETATE, 3-FLUORDBENZAL
4555 CYCLOHEXANE 304 3.26 C13H13N102 ETHYLCYANOACETATE, 2-METHYLBENZAL
4556 CYCLOHEXANE 304 3.62 C13H13N102 ETHYLCYANOACETATE, 4~METHYLBENZAL
4557 HEXANE 376 2445 C13H13N10251 N-ME-N-PROPIONYLCARBAMIC ACIO,4-BENZOTHIENYL ESTER
4558 OIETHYL ETHER 113 0.67 0.70 A C13H13N102S1 N-P-TOLUENEBENZENESULFONAM10E
4559 CHCL3 113 0.43 1.77 A C13H13N102S1 N-P-TOLUENEBENZENESULFO_AM10E
4560 CYCLOHEXANE 304 2.47 CI3H13N103 ETHYLCYANOACETATE, 4~METHOXYBENZAL
4561 CYCLOHEXANE 304 2.68 C13H13N103 ETHYLCYANOACETATE, 2-METHOXYBENZ AL
4562 CYCLOHEXANE 304 2.80 C13H13N103 ETHYLCYANOACETATE,3-METHOXYBENZ AL
45¢3 OCTANOL 65 46 =-2.35 =-2,35 = (13H14BRINL B-PHENYLETHYLPYRIOINIUM BROMIOE
4564 OLETHYL ETHER 457 62 0.39 0.46 A CI3HL4N202 1y 4~NAPHTHOQUINONE, 2-I-PROPYLHYORAZ INO
4565 CHCL3 444 30 2.00 2.47 N C13H14N20251 N1-(4-METHYLPHENYL )SULFANILAMIOE
4566 CHCL3 399 1 1.98 1.37 8 C13H14N203 BARBITURIC AC1Oy1-MEyS5-ET.5-PHENYL
4567 1-PENT. ACETATE 399 1 1.75 l.64 C13H14N203 BARBITURIC ACIO,1-MEy 5-ET.5-PHENYL
4568 CCL4 399 1 0.80 C13H14N203 BARBITURIC AC10y1-MEyS—~ET45-PHENYL
4569 CHCL3 444 30 l.64 2.13 N C13H14N20351 N1-(3-METHOXYPHENYL ) SULFAN1LAM10E
4570 CYCLOHEXANE 304 1.52 C13H1402 ACETYLACETONE, 2-METHYL BENZAL
4571 CYCLOHEXANE 304 1.57 C13H1402 ACETYLACETONEy 4—METHYL BENZAL
4572 CYCLOHEXANE 304 0.91 C13H1403 ACETYLACETONEy 4-METHOXY-BENZAL
4573 CYCLOHEXANE 304 1.04 C13H1403 ACETYLACETONEy 2-METHOXY-BENZAL
4574 CYCLOHEXANE 304 1.06 C13H1403 ACETYLACETONEy 3-METHOXY=BENZAL
4575 CYCLOHEXANE 304 2.03 C13H1403 ETHYLACETOACETATE, BENZ AL
4576 OCTANOL 438 0.49 0.49 = C13H15F306 GLUCOPYRANOSIOE, 3-TRIFLUOROMETHYLPHENYL (BETA)
4577 OCTANOL 218 1.90 1.90 = C13H15N102 GLUTARIMIOEy 2-ETHYL-2-PHENYL
4578 HEXANE 376 1.15 C13H15N102 N-MECARBAMIC ACIO,0-CYCLOPENTENYLPHENYL ESTER
4579 CHCL3 67 -0. 84 C13H15N105 OyL-TYROSINE,OyN-OIACETYL
4580 CHCL3 338 44 0.18 -0.08 8 C13H15N302 N-ACETYL-4-AMINOANT IPYRINE
4581 BENZENE 338 44 =-2.70 C13HIS5N302 N—ACETYL-4—AMINOANTIPYRINE
4582 N-HEPTANE 338 44 -2.40 C13H15N302 N—ACETYL-4-AMINOANT IPYRINE
4588 OItS 382 24 6. 02 6.66 A CI3H161203 BENZOIC AC1Dy4=0Hy 3,5-01-1000,HEXYL ESTER
4584 OILS 382 24 3.30 4.19 A Cl3HL161204 BENZOIC ACIOy3,5-0I-1000-4-0H,6-0H-HEXYt ESTER
4585 M]1XEO SOLV#L 433 1.18 C13HL6N203 BARBITURIC AC10yI-ALLYL-5,5-0IALLYL
4586 OCTANOL 10 3.4l 3041 = C13Hl603 PHENOXYACETIC ACIO,4-CYCLOPENTYL
4587 HEXANE 376 1.38 C13H17N102 N-METHYLCARBAMIC ACIOyO-CYCLOPENTYLPHENYL ESTER
4588 CYCLOHEXANE 141 2.89 C13H17N102 STYRENEy 4—I-PROPYL yB-NITROyB-ETHYL
4589 OCTANOL 458 1.59 1.59 = C13H17N103 5-(Ay A-OIETHYLACET AMI00)-1,3-BENZOOIOXOLE )
4590 HEXANE 376 2.53 C13H17N103 N-METHYL-N-ACETYLCARBAMIC AC10,M-I-PROPYLPHENYL ESTER
4591 HEXANE 376 l.84 C13H17N104 N-ME-N-ACETYLCARBAMIC AC I0,0-I-PROPOXYPHENYL ESTER
4592 CYCLOHEXANE 141 2.45 C13H17N104 STYRENE,394-0IETHOXYsB-METHYL-B-NITRO
4593 OCTANOL 218 0.80 0.80 = C1l3HI7N301 AMINOPYRINE
4594 OIETHYL ETHER 3 -0.20 0.67 8 C13H17N301 AMINOPYRINE
4595 (CHCL3 338 44 1.86 1.36 8 C13H17N301l AM INOPYRINE
4596 CHCL3 405 le47 1,03 8 C13HL7N301 AMINOPYRINE
4597 OILS 2 -0.59 0.71 A CLl3HL17N301 AMINOPYRINE
4598 BENZENE 338 44 -0.40 C13H1TN301 AMINOPYRINE
4599 BENZENE 405 0.83 1l.12 8 CI3HITN301 AM INOP YR INE
4600 N-HEPTANE 254 ~0.68 C13H17N301 AMINOPYRINE
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NO. SOLVENT REF FOOT LOGP LoGP EMPIRICAL NAME
NOTE  sOLv ocT FORMUL A

4601 N-HEPTANE 338 44 -0.82 C13H17N301 AMINOPYRINE

4602 N-HEPTANE 340 -0.68 C13H17N301 AM INOPYRINE

4603 OLEYL AtCOHOL 82 Oell 0.67 C13H17N301 AMINOPYRINE

4604 N-HEPTANE 416 14 1.17 C13H18CL1IN1O3 P—AMINQSALICYLIC ACIOy6-CHLOROHEXYL ESTER
46C5 N-HEPTANE 138 3.45 C13H1BF3N1 N—PROPYLNORFENFLURAMINE

4606 CHCL3 448 65 0.36 C13H18N201 Ny N-OIMETHYLTRYPTAMINE y 4~METHOXY

4607 CHCL3 448 65 0.52 C13H18N201 Ny N-OLMETHYLTRYPTAMINE,5-METHOXY

46C8 CHCL3 448 65 0.57 C13H18N201 Ny N-OIMETHYLTRYP TAMINE » 6-METHOXY

4609 CHCL3 448 65 0.98 C13H18N201 Ny N-OIMETHYLTRYPTAMINE y 7T-METHOXY

4610 S0ZETHER+50XDMF 125 0.26 1.45 C13H18N203 BARBITURIC AC10y 5-(1-CYCLOHEPTEN-1-YL)-S-ETHYL
4611 CHCL3 399 1 2.48 1.92 8 C13H1BN203 CYCLOBARBITAL ¢ N-METHYL

4612 I-PENT. ACETATE 399 1 2.27 2.18 C13H18N203 CYCLOBARBITALyN-METHYL

4613 CCL4 399 1 1.49 C13H18N203 CYCLOBARBITAL , N-METHYL

4614 OCTANOL T 56 4.35 4.35 = (C13H1803 P-HYOROXYBENZO1C ACIOsHEXYL ESTER

4615 OCTANOL 438 -0.70 =-0.70 = C13H1806 GLUCOPYRANOSIOE,BENZYL (BETA)

4616 OCTANOL 438 -0.20 =-0.20 = (13H1806 GLUCOPYRANOS 10Ey 3-METHYLPHENYL (BETA)

4617 OCTANOL 438 -0e16 =-0.16 = (13H18B06 GLUCOPYRANDS 10Ey 2-METHYLPHENYL (BETA)

4618 OCTANOL 438 -0.16 -0.16 = Cl3H1806 GLUCOPYRANOS10Ey 4~METHYLPHENYL (BETA)

4619 OCTANOL 438 -1.22 -1.22 = C(C13H1807 GLUCOPYRANOS 10E, 2-HYDROXYME THYLPHENYL(BETA)
4620 OCTANOL 438 -1.04 =-1.04 = C13H1807 GLUCOPYRANOSIOEy 2-METHOXYPHENYL (BETA)

4621 OCTANOL 438 -0.73 -0.73 = C13H1807 GLUCOPYRANOSIOEy 4~METHOXYPHENYL (BETA)

4622 OCTANOL 438 -0.52 =-0.52 = Cl3HIBO7 GLUCOPYRANOSIOEy 3-METHOXYPHENYL (BETA)

4623 1-BUTANOL 4 -0.40 -1.07 €13H1807 GLUCOPYRANQS I0Ey SALICYL ALCOHOL

4624 OLEYL ALCOHOL 390 44 3.71 4,25 C13H19N102 P-AMINOBENZOIC ACIOyHEXYL ESTER

4625 O0OCTANOL 384 3.38 3.38 = C13HI9N102 N-METHYL=3-METHYL-4-T-BUTYLPHENYLCARBAMATE
4626 OCTANOL 384 3.35 3.35 = Cl3HI9N1O2 N-METHYL=3-METHYL-5-T-BUTYLPHENYLCARBAMATE
4627 OCTANOL 384 3.14 3.14 = C13H19N102 N-METHYL-3-METHYL-6-T-BUTYLPHENYLCARBAMATE
4628 N-HEPTANE 370 14 140 C13H1I9N103 P—AMINOSALICYL1C ACIOyN-HEXYL ESTER

4629 OLEYL ALCOHOL 142 0. 89 1.45 C13HL9N103 2-METHOXY-PHENOXYACETAMIOE yNyN-OIETHYL

4630 N-HEPTANE 370 14 0.50 C13H19N104 P—AMINOSALICYLIC ACIOy6-HYOROXYHEXYL ESTER
4631 OCTANOL 276 4.14 4.14 = C13H20CL1N2 N-O1ETHYLAMINOETHYLANILINE,3-CL-4-METHYL /PKA= 9.6/
4632 OLEYL ALCOHOL 459 31 2.57 3.14 C13H20N20151 TH10CAINE

4633 OLEYL ALCOHOL 460 1.90 2.45 C13H20N202 P—AMINOBENZOIC AC1O0yOIETHYLAMINO-ETHYL ESTER
4634 OCTANOL 449 2. 62 2.62 = C13H20N202 BENZOIC AC1OyP-ET.AMINOyNyN-OIMETHYLAMINOETHYL ESTER
4635 01LS 449 l.46 2452 A C13H20N202 BENZOIC ACIO,P-ET—AMINOsN,N-OIMETHYLAMINOETHYL ESTER
4636 XYLENE 449 2420 C13H20N202 BENZOIC AC10yP-ET-AMINOsNyN-OIMETHYLAMINOETHYL ESTER
4637 OI-BUTYL ETKER 449 1.65 C13H20N202 BENZOIC ACLOyP-ET-AMINOyNyN-OIMETHYLAMINOETHYL ESTER
4638 OIETHYL ETHER 378 44 0.50 1.38 8 C1l3H20N202 N-PHENYLCARBAMIC AC10,0IETAMINOETHYL ESTER
4639 OCTANOL 218 1.87 1.87 = C13H20N202 PROCAINE

4640 OCTANOL 218 1.92 1.92 = C13H20N202 PROC AINE

4641 OIETHYL ETHER 461 1.81 1.71 A C13H20N202 PROCALNE /NOVOCAINE/

4642 CHCL3 405 31 2,66 2.08 8 C13H20N202 PROCAINE /NOVOCAINE/

4643 OILS 462 1.82 1.93 8 C13H20N202 PROCAINE

4644 1-BUTANOL 4 1.80 2.03 C13H20N202 PROCAINE

4645 OLEYL ALCOKOL 459 31 1.79 2.35 C13H20N202 PROCAINE /NOVOCAINE/

4646 OCTANOL 235 —2.24 =-2.24 = C13H20N202 PROCAINE (PH=3,B3PKA(1)=8.96:PKA(2)=2.01)
4647 OCTANOL 235 O.16 0.16 = C13H20N202 PROCAINE (PH=7.30;PKA=8.96)

4648 OIETHYL ETFER 3 0.97 1.70 8 C13H2008 - PENTAERITHRITOL TETRA-ACETATE
‘4649 I-8UTANOL 4 0.97 0.87 Cl3H2008 PENTAERITHRITOL TETRAACETATE

4650 OCTANOL 373 -0.67 =-0.67 = C13H21CL1N201 N1-HEPTYLNICOT INAM10OE CHLOR!OE

4651 O1ETHYL ETHER 374 2.43 3.02 8 Cl3H2INL N=-BUTYL-G-PHENYLPROPYL AMINE

4652 N-HEPTANE 138 3.10 C13H21N1 N-BUTYLAMPHETAMINE

4653 CHCL3 396 31 4.05 3.24 8 C13H21IN1L METHYL-1-PROPYLAMPHETAMINE

4654 N-HEPTANE 396 31 2.30 C13H21N1 METHYL-1-PROPYLAMPHETAMINE

4€55 OLEYL ALCOHOL 459 31 1.27 l.84 C13H21N301 B8-DIETAMINOPROPIONAMIOE yN-(P—AMINOPHENYL)
4656 OLEYL ALCOHOL 459 31 1.22 1.77 C13H21N301 PROCAINEAM]IOE

4657 OCTANOL 65 46 =-1.85 -1.85 = C13H228RINIL BENZYLOIMETHYLBUTYLAMMONIUM BROMIOE

4658 OCTYANOL 65 53 -0.95 -0.95 = C1l3H228RINI OCTYLPYRIOINIUM BROMIOE

4659 OLEYL ALCOFOL 459 31 1.65 2,22 C13H22N201 P—AMLNOBENZYL,OLETHYLAMINOETHYL ETHER

4660 OLEYL ALCOHOL 459 .31 2.32 2.89 C13H22N201 P—AMINOPHENYL Ol ETHYLAMINOPROPYL ETHER

4661 OLEYL ALCOHOL 459 31 1.13 l.68 C13H22N20251 P—AMINOPHENYLy OLETHYLAMINOPROPYL SULFONE

4662 OLEYL ALCOMOL 459 31 2.90 3.47 C13H22N251 AN ILINEy 4=-01ETHYLAMINOPROPYLMERCAPTO

4663 OCTANOL 348 0.85 0.85 = C13H23N102 N-OCTANOYLCYCLOBUTANECARBOXAMIOE

4664 CHCL3 424 46 -2.85 C13H2611N102 19242469 6-PENTAMETHYL-4-ACETYL PIPERIOINE ME!
4665 CHCL3 424 46 -2.00 CI3H2611N102 19393959 5-PENTAMETHYL-4-ACETYL PlPERIDINE ME!
4666 OlETHYL ETHER 378 44 0.70 0.32 8 C1l3H26N202 N-CYCLOHEXYLCARBAMIC AC10+OIETAMINOETHYL ESTER
4667 OCTANOL 268 46 1.15 1.15 = C13H29N3.C2H402 ODOECYLGUANIOIUM ACETATE

4668 OCTANOL 268 46 1.00 1.00 = C13H30BRIN3 OOOECYLGUANIOINE HYOROBROM1OE

4669 OCTANOL 297 46 -0.16 =-0.16 = C13H3011N1 TRIMETHYL-OECYL-AMMONIUM I00IOE

4670 CYCLOHEXANE 304 3.01 Cl4HBO2 ANTHROQUINONE

4671 CYCLOHEXANE 141 1.39 Cl4HB02 PHENANTHRENEQUINONE

4672 OIETHYL ETHER 143 62 4435 3.93 A Cl4HBO3S1 2-HYOROXYNAPHTHOQUINONEy 3— ( W—A-THLENYLPROPYL)
4673 HEXANE 317 4.96 Cl4HICLS oorv

4674 OCTANOL 427 4045 4.45 = Cl4H10 ANTHRACENE

4675 OCTANOL 427 446 4.46 = Cl4HlO PHENANTHRENE

4676 OILS 224 4.60 4.24 B8 Cl4H1O PHENANTHRENE

4677 OCTYANOL 463 2.69 2.69 = Cl4H1002 9-CARBOXYFLUORENE

4678 OCTANOL 463 2.46 2.46 = Cl4H100251 9-CARBOXYX THIOXANTHENE

4679 0C TANOL 463 0.89 0.89 = (Cl4H1003 9-CARBOXY-9-HYOROXYFLUORENE

4680 OCTANOL 463 2.12 2.12 = (Cl4H1003 9-CARBOXYXANTHENE

4681 PARAFFINS 316 1l.86 Cl4HL1INL 9- AMINOPHENANTHRENE

4682 CYCLOHEXANE 141 4.40 Cl4H11IN102 FLUORENE,9-NITROMETHYL ENE

4683 CHCL3 464 46 4.96 Cl4H12N1.C10H210481 N-METHYLACRIOINIUM OECYLSULFATE

4684 CHCL3 464 46 5.86 C14H12N1.C12H230451 N-METHYLACRIOINIUM DODECYLSULFATE

4685 PARAFFINS 439 1.36 Cl4H12N2 9-AMINO-3-METHYLPHENANTHR 10 INE

4686 OCTANOL 10 2.99 2.99 = Cl4H12N203 PHENOXYACETIC ACIO,4-PHENYLAZO

4687 CYCLOHEXANE 141 -2.31 Cl4H12N204 1y 4~NAPHTHOQU INONE, 2, 3-01ACETAMI00

4688 OCTANOL 235 3.97 3.97 = (Cl4H1202 BENZYLBENZOATE

4689 OCTANOL 463 2.06 2.06 = (Cl4H1202 Ay A-O1PHENYLACET1C ACl1O

4690 DI1ETHYL E£TRER 46 24 50 2.32 A Cl4H1203 BENZIL1C AClD

4691 CHCL3 29 1.08 2.20 A Cl4H1203 BENZIL I1C 4ClO
4692 CHCL3 46 0.85 1.99 A Cl4H1203 BENZILIC AClO

4693 XYLENE 46 -0.04 1«74 A Cl4H1203 BENZILIC ACI1O
4694 TOLUENE 29 0.34 1.88 A Cl4H1203 BENZILIC ACIO

4665 OCTANOL 10 3.18 3.18 = (Cl4H1203 PHENOXYACET1C AC1DyM=PHENYL

4666 0OCTANOL 276 4.28 4.28 = CI4HI203S1 2-0H-3-CARBOXYBENLTHIOPHENYL ETHER /PKA = 3.00/
4697 DLETHYL ETFER 465 62 2.70 2.49 A Cl4H1205 2-HYDROXYNAPHTHOQU INONEy 3— ( 2-CARBOME THOXYETHYL )
4668 0OC TANOL 276 2.90 2.90 = Cl4HLI3N1 O1 HYDROMORPHAN THR1DINE /PKA = 3.00/

4699 N-FEPTANE 443 2.83 C14H13N10251 PHENOTHIAZINEy 3y 7-0IMETHOXY

4700 N-FEPTANE 370 14 1.52 Cl4H13N103 P-AMINOSALICYL1C ACIOyBENZYL ESTER
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NO. SOLVENT REF FOOT LOGP LOGP EMPIRICAL NAME
NOTE SOLV ocT FORMULA
4701 HEXANE 391 2.19 C14H13N103 N-METHYL CARBAMATEsN-ACETYLy1-NAPHTHYL
4702 N-HEPTANE 443 4.08 C1l4H13N1S1 PHENOTHEAZ INEy 3y 7-0 IMETHYL
47C3  OCTANOL 218 4,79 4.79 = Cl4Hl4s B1BENZYL
4704 OCTANOL 276 4.82 4.82 = Clé4Hle 19 2-01 PHENYL ETHANE
47C5 OCTANOL 65 46 -1.56 =-1.56 = C1l4H14BRINI CINNAMYLPYRIOINIUM BROMIOE
47¢6 CYCLOHEXANE 141 2.67 Cl4H148RIN10O2 1y 4~NAPHTHOQU INONE » 2-BROMO » 3-BUTYLAMINO
47C7 OCTANOL 141 4e26 4026 = Cl4H14CLINLO2 19 4~NAPHTHOQUINONEy2-CHLORO-3-BUTYLAMINO
47C8 CYCLOHEXANE 141 2.64 C1l4H14CL1INLO2 19 4—-NAPHTHCQUINONEy2-CHLORO, 3-BUTYLAMINO
4709 OCTANOL 235 77 -1.78 -1.78 = Cl4H14CLIN3.HCL ACRIFLAVINE HYOROCHLORIOE
4710 CHCL3 444 30 1.43 1.94 N Cl4H14N20351 N1-(3-ACETYLPHENYL)SULFAN1LAMIOE
4711 OCTANOL 141 26 3.29 3.29 = (C1l4H1402S1 1y 4-NAPHTHOQUINONE, 2-BUTYLTHIO
4712 CYCLOHEXANE la1 3.43 C1l4H140251 1y 4~NAPHTHOQU INONEy2-BUTYLTHIO,
4713 OLlETHYL ETFER 143 62 3.68 3.35 A Cl4H1403 2-HYOROXYNAPHTHOQUINONE, 3-BUTYL
4714 OI1ETHYL ETHER 143 62 3.60 3.27 A Cla4Hl403 2-HYOROXYNAPHT HOQU INONE, 3-1-8UTYL
4715 OIETHYL ETFER 143 62 0. 68 0.72 A Cl4H1404 2-HYOROXYNAPHTHOQUINONE y 3- { W—0IMETHYL-W-OH-ETHYL)
4716 CYCLOHEXANE 304 1.79 C14H1405 ETHYLACETOACETATE, 3,4-METHYLENEOIOXYBENZAL
4717 CYCLOHEXANE 304 3.52 Cl4H15CL104 O1ETHYLMALONATE, 4~CHLOROBENZAL
4718 CYCLOHEXANE 304 3.28 C14H15F104 O1ETHYLMALONATE, 2-FLUOROBENZAL
4719 CYCLOHEXANE 304 3.32 Cl4H15F 104 OIETHYLMALONATEy 4~FLUOROBENZAL
4720 CYCLOHEXANE 304 3.82 C1l4H15F104 OIETHYLMALONATE, 3-FLUORDBENZAL
4721 O1ETHYL ETFER 466 2.77 2.43 A Cl4H15NL OIBENZYLAMINE
4722 CYCLOHEXANE 141 0.66 Cl14H15N1 OIBENZYLAMINE
4723 CHCL3 466 0.40 3.20 8 C1l4H1SNL OLBENZYLAMINE
4724 HEXANE 466 4.69 C14H15N1 01 BENZYL AMINE
4725 PARAFFINS 316 1.96 C14H15N1 4—-O01METHYLAMINOBIPHENYL
4726 PARAFFINS 316 3.19 C14H15N1 N-(4-0IPHENYL)-ETHYLAMINE
4727 PARAFFINS 316 0.42 C14H15N101 N-(4-0IPHENYL }-AMINOETHANOL
4728 OlETHYL ETFER 466 3.19 2.84 A Cl4H15N101 2-HYDROXYIMINOOIBENZYL
4729 CHCL3 466 3.29 2.59 8 Cl4H15N101 2-HYOROXYEIMINOD1BENZYL
4730 HEXANE 466 1.51 C14H15N101 2-HYOROXYIMINOOLBENZYL
4731 OCTANOL 141 3.11 3.11 = C1l4H15N102 1y 4~NAPHTHOQUINONE, 2-BUTYLAMINO
4732 CYCLOHE XANE 141 2.39 Cl4H15N102 19 4~NAPHTHOQUINONEy2-BUTYLAMINO
4733 CYCLOHEXANE 141 2,23 Cl4H15N10251 19 4~NAPHTHOQU INONEy 2-AMINO+3-BUTYLTHIO
4734 CYCLOHEXANE 304 2.50 C14H15N104 ETHYLCYANOACETATE, 2,4=-0IETHOXYBENZAL
4735 CYCLOHEXANE 304 2.20 C14H15N104 ETHYLCYANOACET ATEy 3y4~01METHOXYBENZAL
4736 CYCLOHEXANE 304 2.65 C14H15N104 ETHYLCYANOACETATEy 3y 5-01METHOXYBENZAL
4737 CYCLOHEXANE 304 2.26 C14H15N106 OlETHYLMALONATE, 2-N1TROBENZAL
4738 CYCLOHEXANE 304 2.71 C14H15N106 O1ETHYLMALONATE,4-NITROBENZAL
4739 CYCLOHEXANE 304 2.81 C14H15N106 OIETHYLMALONATE, 3-N1TROBENZAL
4740 OCTANOL 302 4.58 4458 = CLl4HISN3 AZOBENZENEy 4-0IMETHYLAMINO
4741 CHCL3 467 1.09 2.40 A Cl4H1504P1 OIBENZYLPHOSPHORIC AClO
4742 BENZENE 467 7 0.10 1.50 A C14H1504P1 OIBENZYLPHOSPHORIC AClO
4743 TOLUENE 467 -0.29 1.29 A Cl4H1504P1 OI BENZYLPHOSPHORIC ACIO
4744 NITROBENZENE 467 1.07 1.75 Cl4H1504P1 OIBENZYLPHOSPHORIC ACIO
4745 N-BUTYL ACETATE 467 I.97 1.85 C14H1504P1 O1BENZYLPHOSPHOR IC ACIO
4746 CCL4 467 -1.13 Cl4H1504P1 O1BENZYLPHOSPHORIC ACLO
4747 ME-1-BUT.KETONE 467 7 1. 81 1.69 Cl4H1504P1 O1BENZYLPHOSPHORIC ACIO
4748 OCTANOL 65 46 -1.86 -1.86 = Cl4H16BRINL G-PHENYLPROPYLPYRIOINIUM BROMIOE
4749 OLlETHYL ETHER 457 62 0.95 0.95 A Cl4H16N202 19 4=NAPHTHOQUINONEy2-BUTYLHYORAZ INO
4750 OlETHYL ETFER 457 62 0.87 0.88 A Cl4Hl6N202 1y 4=NAPHTHOQUINONE, 2-I-BUTYLHYORAZ INO
4751 OCTANOL 393 63 2.52 2.52 = Cl4H16N20251 N-SULFANILYL-3,4=-XYLAMIOE .
47¢2 CHCL3 393 63 2.08 2.54 N Cl4H16N20251 N-SULFANILYL-3,4-XYLAMIOE
4753 MIXEOD SOLV#¥1 433 0.32 Cl4H16N205 BARBITURIC AC10,1-CARBETHOXYMETHYL-5-5-01ALLYL
4754 OCTANOL 134 2.07 2.07 = Cl4H16N40251 3-BENZOYLMETHIO-4-AMINO-6-1-PR-1,2,4-TRIAZINE-5-0ONE
4755 CYCLOHEXANE 304 2.35 Cl4H1603 ETHYLACETOACETAYE,4—METHYLBENZAL
4756 CYCLOHEXANE 304 2.50 C14H1603 ETHYLACETOACETATE,3-METHYLBENZAL
4757 CYCLOHEXANE 304 2.58 Cl4H1603 ETHYLACETOACETATE, 2-METHYLBENZAL
4758 CYCLOHEXANE 304 1.00 Cl4H1604 ACETYLACETONEy 2y 4—OIMETHOXYBENZYL
4759 CYCLOHEXANE 141 3.26 Cl4H1604 BENZALMALONATE,OlETHYL ESTER
4760 CYCLOHEXANE 304 1.91 Cl4H1604 ETHYLACETOACETATE, 4~METHOXYBENZAL
4761 CYCLOHEXANE 304 1.93 Cl4H1604 ETHYLACETOACETATE, 3-METHOXYBENZAL
4762 OCTANOL 65 2.97 2.97 = C1l4H17F3N201 1-CYCLOBUTYL-1-ET-3-(M-TR1FLUOROME THYLPHENYL)-UREA
47¢3 CYCLOHEXANE 446 0.82 Cl4H17N101 N-CYCLOPENTYLCINNAMAMIOE
47¢4 CYCLOHEXANE 446 le4s C14H17N101 Ny N-PENTAMETHYLENECINNAMAMIOE
4765 OCTANOL 227 -0.20 =-0.20 = Cl4H17N309 6-AZAURIOINE TRIACETATE (PKA=6.35)(NCS 67239)
4766 CHCL3 448 65 0.36 Cl4H18N202 Ny N-OIMETHYLTRYPTAMINE, 5-ACETYL
4767 O0ILS 442 1.81 2.84 A Cl4H1BN203 METHOHEXITAL
4768 OCTANOL 10 3.79 3.79 = Cl4H1803 PHENOXYACETIC ACIO,4-CYCLOHEXYL
4769 OLEYL ALCOHOL 142 1.53 2.08 C14H19N103 2-METHOXY-4-ALLYLPHENOXYACETAMIOE,NyN-OIMETHYL
4770 OILS 447 0.01 1.25 A C1l4H208RIN10O1 A-BROMO-1-VALERYL-PSEUDOCUMIOINE
4771 N-HEPTANE 416 14 1.30 Cl4H20CLLIN103 P—AMINOSALICYL1C ACIO, 7-CHLOROHEPTYL ESTER
4772 N-HEPTANE I38 3.95 C14H20F3NI N-BUTYLNDRFENFLURAMINE
4773 CHCL3 448 65 0.27 C14H20N2 Ns N-OI ETHYLTRYPTAMINE
4774 CHCL3 448 65 0.76 C14H20N201 N-METHYL-N-ETHYLTRYPTAMINE, 5-METHOXY
4775 OCTANDL 56 4.83 4.83 = (1l4H2003 P-HYOROXYBENZO1C AC1O,HEPTYL ESTER
4776 OCTANOL 438 0.26 0.26 = Cl4H2006 GLUCOPYRANOSIOE, 3, 5-OIMETHYLPHENYL (BETA)
4777 OCTANOL 438 0.31 0.31 = C14H2006 GLUCOPYRANOSIOEy 3—ETHYLPHENYL (BETA)
4778 OLEYL ALCOHOL 390 44 4.26 4.80 Cl4H21N102 P—AMINOBENZOIC ACIOsHEPTYL ESTER
4779 HEXANE 391 2.48 Cl4H21N102 N-METHYL CARBAMATE,3,5-01-I-PROPYLPHENYL
4780 N-HEPTANE 370 14 l.42 C14H21N103 P—AMINOSALICYLIC ACIOyN-HEPTYL ESTER
4781 N-HEPTANE 370 14 0. 86 Cl4H21N104 P-AMINOSALICYLIC AC10y 7-HYOROXYHEPTYL ESTER
4782 OCTANOL 468 1.76 1.76 = Cl4H21N302 1-(2-0IMEAMINOET )= 3(M-MEOPHENYL )-2-I MIOAZOLIDINONE
4783 OLEYL ALCOHOL 459 3] 2.44 3.01 C14H22N201 P—AM1INOPHENYL y 01 ETHYL AMINOPROPYL KETONE
4784 OLEYL ALCOEOL 460 2424 2.78 C1l4H22N202 P—AMINOBENZOIC AC10yA-ME-B-(OIETAM)-ETHYL ESTER
4785 OLEYL ALCOHOL 460 2.32 2.86 Cl4H22N202 P—AMINOBENZO1C AC104B-ME-B-(OIETAM)ETHYL ESTER
4786 OCTANOL 449 3.15 3.15 = Cl4H22N202 BENZOIC ACIOyP-PR—AMINOyNyN-OIMETHYLAMINOETHYL ESTER
4787 OILS 449 1.95 2.96 A Cl4H22N202 BENZO1C ACIDyP-PR—AMINOyNyN-OIMETHYLAMINOETHYL ESTER
4788 XYLENE 449 2.81 CL4H22N202 BENZOIC ACIOyP-PR—AMINOyNyN-OIMETHYLAMINOETHYL ESTER
4789 01-8BUTYL ETHER 449 2.25 C14H22N202 BENZOIC ACIOyP-PR—AMINOsNyN-OIMETHYLAMINOETHYL ESTER
4790 O1ETHYL ETERER 378 44 0.78 1.62 B8 Cl4H22N202 N-MN-TOLYLCARBAMIC ACIO,OIETHYLAMINOETHYL ESTER
4791 OIETHYL ETHER 378 44 Qe 46 1.34 8 C14H22N202 N-O-TOLYLCARBAMIC AC1O,0TETHYLAMINOETHYL ESTER
4792 OIETHYL ETFER 378 44 Q.75 1.60 8 C1l4H22N202 N-P-TOLYLCARBAMIC ACIO,OJETHYLAMINOETHYL ESTER
4793 OIETHYL ETFER 378 44 0.36 1.26 8 Cl4H22N203 N~M-METHOXYPHENYLCARBAMIC ACIO,OIETAMINOET.ESTER
4794 OIETHYL ETHER 378 44 0.55 1.42 8 C14H22N203 N-O-METHOXYPHENYLCARBAMIC ACIO,O1ETAMINOET.ESTER
4795 OIlETHYL ETHER 378 44 0.35 1.24 8 €14H22N203 N—P—METHOXYPHENYLC ARBAMIC ACID,01ETAMINOET.ESTER
4796 OI-I-PRe KETONE 93 46 -0.58 C1l4H22N407 TETRAETHYLAMMONIUM PICRATE
4797 OCTANOL 373 =0.14 -0.14 = C14H23CL1N201 N1-OCTYLN]ICOTINAMIOE CHLORIOE
4798 DLEYL ALCOHOL 459 31 3.26 3.83 ClaH24N2 ANIL INEyP-(4-OIETHYLAMINOBUTYL)
4799 . OCTANOL 341 60 147 1.47 =  Cl4H24N2 Ny N-0IBUTYL-3-PYRIOYLMETHYLAMINE

4800 N-HEPTANE 139 31 428 C14H2802 TETRADECANO1C ACIO/MYRISTIC ACIO/
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NO. SOLVENT REF FOOT tOGP LoGP EMPIRICAL NAME
NOTE SOLV Jo]oh FORMUL A

4801 OCTANOL 297 46 -1430 =130 = (Cl4H32I1NL TRIBUTYLETHYLAMMONIUM IQOIOE

4802 OCTANOL 409 2,90 2,90 = C15H1002 2-PHENYL-1, 3-INOANEOIONE

4803 OCTANOL 469 2.36 2.36 = C15HLLICLIN201 QUINAZOL IN-2-0ONEy 1-ME- 4=PHENYL~-7-CHLORO

4804 DCTANOL 469 2438 2.38 = CISHL1CLLIN201 QU INAZOL IN-2-0ONE, 1-ME-4~PHENYt-6-CHLORO

48C5 OCTANOL 469 1.87 1.87 = CISHLIFLIN201 QUINAZOL1IN-2-ONEy 1-ME-4-PHENYL - 6-F LUORD

4806 OCTANOL 469 1.79 1.79 = €15H12N201 QU INAZOL IN-2-0ONE

4B8CT OILS 470 1.96 2.97 A C15H12N201S1I 5,5-0IPHENYL-2-THIOHYOANTO IN

4808 OILS 470 0.96 2.06 A C15H12N202 5y 5-0IPHENYLHYOANTOIN

48C9 OCTANOL 218 2.47 2.47 = C15H12N202 HYOANTOINy 5y5-0IPHENYL

4810 OCTANOL 469 1.72 1«72 = (15H12N202 QU INAZOL IN-2-0ONE, 6-HYORO XY

4811 CYCLOHEXANE 141 3.94 €C15H1201 BENZALACETOPHENONE

4812 OCTANOL 463 2.67 2.67 = C15H1202 9-CARBOXY-9, 10-0OIHYOROANTHRACENE

4813 OCTANOL 276 4. 69 4069 = C15H13CL 10351 2-0H-3-CARBOXY-5-ME-BENZTH10-2?-CL-PHENYL ETHER
4814 CYCLOHEXANE 304 1.13 C15H13N101 C1 NNAMANIL10E

4815 CHCL3 471 3.18 3.61 N C15H13N102 PHENYL HYOROXYL AMINE» N—C INNAMOYL

4816 OCTANOL 10 1.99 1.99 = C15H13N104 PHENOXYACETIC ACIO,3-BENZAMIOO

4817 CHCL3 306 1.70 2.69 A C15H1411N104S1 N-(P-I000BENZENESULFONYL)PHENYLALANINE

4818 CCL4 306 =-0.12 1483 A (15H1411N104S1 N-(P-1000BENZENESULFONYL )PHENYLALANINE

4B19 PARAFFINS 439 2.35 C15H14N2 9— AMINO-1, 3-0IMETHYL PHENANTHRIOINE

4820 OCTANOL 393 63 1.57 1.57 = CI5H14N40251 SULFAPHENAZOLE

4821 CHCL3 343 2 14l 1493 N C15H14N40251 SULFAPHENAZDLE

4822 (CHCL3 393 63 1.45 196 N C15H14N40251 SULFAPHENAZOLE

4823 BENZENE 343 2 0464 1.95 A C15H14N402S51 SULFAPHENAZOLE

4B24 I-PENT. ACETATE 343 2 1.94 1.83 C15H14N40251 SULFAPHENAZOLE

4825 CCL4 343 2 -0.83 1.15 A C15H14N402S51 SULFAPHENAZOLE

4826 OCTANOL 463 2.58 2.58 = C15H1402 Ay A-OIPHENYLPROPIONIC ACIO

4827 OlETHYL ETHER 143 62 3.81 3.46 A C15H1403 2-HYOROXYNAPHTHOQUINONEy 3-W-O1METHYLALLYL

4828 OIETHYL ETHER 143 62 1.50 le44 A C1l5H1404 2-HYOROXYNAPHTHOQUINONE s 3- {W-0OI METHYLACETONYL)
4829 OIETHYL ETHER 143 62 1e33 129 A Cl5H1404 2-HYOROXYNAPHTHOQUINONE y 3— ( W—ME-W~HYOROXYME-ALLYL)
4B30 OIETHYL ETFER 465 62 3.10 2,84 A C1l5H1405 2-HYOROXYNAPHTHOQUINONE 3- ( 3-CARBOME THOXYPROPYL)
4831 OIETHYL ETFER 465 62 2.00 1.87 A C1l5H1405 2=-HYORDXYNAPHTHOQUINONEy 3-(4-CARBOXYBUTYL)

4832 OCTANOL 276 2.82 2.82 = C1l5H15NL 01BENZAZOCINE

4833 N-HEPTANE 370 14 2.01 C15HL5N103 P-AMINOSALICYLIC ACIOyB-PHENYLETHYL ESTER

4834 DILS 447 0.03 1.28 A C15H16BR1IN1O1L A-BROMO- I-VALERYL—A-NAPHTHYLAMINE

4835 OIETHYL ETFER 457 62 1.19 1.17 A C15H16N202 1y 4~NAPHTHOQUINONE,2=CYCLOPENTYLHYORAZINO

4836 CYCLOHEXANE 141 2.93 C15H16N202 1-PHENYL-1-P-TOLU10 INO-2-NITROE THANE

4B37 OIETHYL ETFER 3 0.70 1.46 8 C15H16N4 NEUTRAL REO BASE

4838 1-BUTANOL 4 2,04 2.36 C15H16N4 NEUTRAL REO BASE

4839 CHCL3 455 7.30 C15H16N4S51 THIOCARBAZONEy 2y 2-0IMETHYOIPHENYL

4840 CYCLOHEXANE 141 4.70 C15H1602581 194~NAPHTHOQUINONE » 2-METHYL, 3-BUTYLTH1O

4841 OlETHYL ETHER 143 62 427 3.87 A C15H1603 2-HYOROXYNAPHTHOQUINONE s 3—I-PENTYL

4B42 O1ETHYL ETFER 143 62 1.58 1.51 A C15H1604 2-HYOROXYNAPHTHOQU INONEy 3-( 3-HYOROXYMETHYLBUTYL)
4843 DLETHYL ETFRER 143 62 1.65 1.57 A C1l5H1604 2-HYORDXYNAPHTHOQU INONE, 3-( 2-HYOROXY-3-METHYLBUTYL)
4B44 OIETHYL ETFER 143 62 1.24 1.21 A C15H1604 2=-HYOROXYNAPHTHOQUINONEy 3— ( W=OIMETHYL—W-CH=PROPYL)
4845 PARAFFINS 316 -1.07 C15H17N102 3= (N=-4-0IPHENYLAMINO)-PROPANE-1,2-010L

4B46 CYCLOHEXANE 141 2.92 C15H17N102 19 4-NAPHTHOQU INONE y 2-METHYL, 3-8 UTYLAMINO

4847 OCTANOL 283 -1.87 =-1.87 = C15HIBBRINIL P-B1PHENYLTRIMETHYLAMMONIUM BROMIOE

4848 DIETHYL ETFER 457 62 l.44 1.39 A C15H18N202 1y 4~NAPHTHOQUINONE , 2-PENTYLHYORAZINO

4B49 CYCLOHEXANE 304 2469 Cl15H1801 ACETYLACETONEy 29 4y 6-TRIMETHYLBENZAL

4850 .CYCLOHEXANE 304 4.00 C15H1804 O1ETHYLMALONATE, 3-METHYLBENZ AL

4851 CYCLOHEXANE 304 1.09 C15H1804 ETHYLACETOACETATE, 3y4-01METHOXYBENZAL

4852 CYCLOHEXANE 304 1.80 C15H1804 ETHYLACETOACETATE, 2,4-0OIMETHOXYBENZAL

4853 CYCLOHEXANE 304 2.75 C15H1804 ETHYLACETOACETATE, 24 3-O1METHOXYBENZAL

4B54 CYCLOHEXANE 304 2.98 Cl5HIBOS O1ETHYLMALONATE, 4-METHOXYBENZAL

4855 CYCLOHEXANE 304 3.49 C15H1805 OlETHYLMALONATE, 2-METHDXYBENZAL

4856 CYCLOHEXANE 304 3.59 C15H1805 DIETHYLMALONATE, 3-METHOXYBENZAL

4857 CYCLOHEXANE 304 1.36 C15H1806 OL1ETHYLMALONATE, 3-METHOXY, 4—HYOROXYBENZAL

4858 CYCLOHEXANE 446 1.39 C15H19N101 N-CYCLOHEXYLCINNAMAMIDE

4859 CYCLOHEXANE 446 1.97 C15H19N101 Ny N-HEXAMETHYLENEC INNAMAM10E

4860 CCL4 472 1.76 C15H21AL106 ALUMINUM-TRI-ACETYLACETONATE

4B€&€1 CHCL3 472 3.64 C15H21C0106 COBALT TRI-ACETYLACETONATE

4B62 BENZENE 472 2.04 2.18 8 Cl15H21C0106 COBALT TRI-ACETYLACETONATE

4B&3 CCL4 472 1.54 C15H21C0106 COBALT-TR1~-ACETYLACETONATE

4B64 CCL4 472 2.00 Cl5H21CR106 CHROMIUM-TRI-ACETYLACETONATE

4B€5 CHCL3 396 31 3.62 2.87 B Cl5H21N1 FENCAMFAMINE

4866 N-FEPTANE 396 31 2.04 C15H21N1 FENCAMFAMINE

4867 OCTANOL 283 -1.54 -1.54 = C15H21IN101l.HCL 2-METHYL-5-ET-2"-0H-6 7-BENZOMORPHAN/N1H #7910/
4868 OLEYL ALCOHOL 142 1.99 2,54 C15H21N102 4—ALLYLPHENOXYACETAMIOE,NyN-O1ETHYL

4869 OCTANOL 9 0.17 0.17 = C15H21N302 PHYSOST 1GMINE

4B70 CCL4 472 2.04 C15H21RH106 RHENIUM-TR-ACETYLACETONATE

4871 N-HEPTANE 416 14 1.42 C15H22CL1IN103 P-AMINOSALICYL 1C AC10,B8-CHLOROOCTYL ESTER

4B72 CHCL3 448 65 0.90 C15H22N201 Ny N-O1ETHYLTRYPTAMINE, S5-METHOXY

4873 OCTANOL 438 0.65 0.65 = C15H2206 GLUCOPYRANOS 10Ey 3-1SOPROPYLPHENYL (BETA)

4874 OLEYL ALCOHOL 390 44 4,78 5.32 C15H23N102 P-AMINOBENZOL1C ACIO,OCTYL ESTER

4875 N-HEPTANE 370 14 1.48 C15H23N103 P-AMINOSALICYLIC ACI10,N-OCTYL ESTER

4876 OLEYL ALCOHOL 473 3.54 4,11 C15H23N103 4-ETHOXYBENZO1C AC10,0lETHYLAMLINOETHYL ESTER

4877 N-HEPTANE 370 14 1.01 C15H23N104 P-AMINOSALICYLIC AC10,B8-HYDROXYOCTYL ESTER

4878 OCTANOL 218 0.55 0.55 = C15H23N104 CYCLOHEXIM10E

4879 OCTANOL 276 4.19 4,19 = C15H23N302 2-(01ETAMINOME)-6-ME-7-N1TROTETRAHYOROQU INOLINE /9.6/
4880 OLEYL ALCOHOL 460 2.78 3.32 C15H24N202 P—AMINOBENZOIC AC104A, A-OLME-B-(DIETAM)-ETHYL ESTER
4B€1 OLEYL ALCOHOL 460 2.66 3.20 CI5H24N202 P-AMINOBENZOIC AC10yA,B-01ME-B-(01ETAM)-ETHYL ESTER
4882 OLEYL ALCOHOL 460 2.57 3.11 C15H24N202 P—AMINOBENZOIC AC1DyB,B-01ME-B-(O1ETAM)ETHYL ESTER
48€3 OCTANOL 449 3.73 3.73 = C15H24N202 BENZOL1C ACID, P-BU-AMINO,N,N-DIMETHYLAMINOETHYL ESTER
48B4 OlETHYL ETFER 461 3.04 2.79 A C15H24N202 BENZO1C ACIOyP-BU-AMINOyNyN-DIMETHYLAMINOE THYL ESTER
4BES OILS 449 2443 3.40 A C15H24N202 BEN20L1C ACLD,P-BU-AMINOJN,N-DIMETHYLAMINDETHYL ESTER
4886 O01LS 462 2.95 2.44 A C15H24N202 BENZOL1C ACl0yP-BU-AMINOyNsN-OIMETHYLAMINOE THYL ESTER
4BET XYLENE 449 3.30 C15H24N202 BENZO1C AC10,P-BU-AMINO,N,N-DIMETHYLAMINOETHYL ESTER
4888 D1-8uUTYL ETHER 449 2.76 C15H24N202 BENZOIC AC10yP-BU-AMINO,N,N-OIMETHYLAMINOETHYL ESTER
4889 OlETHYL ETFER 378 44 0.63 1.49 8 C15H24N202 N-2,4-01MEPHENYLCARBAM1C AC10401ETAMINOE T.ESTER
4890 DI1ETHYL ETFER 378 44 Q.78 1.62 B8 C15H24N203 N-M-ETHOXYPHENYLCARBAMIC AClD,D1ETAMINDE T.ESTER
4891 DIETHYL ETFER 378 44 0.85 1.68 B8 C1l5H24N203 N-O-ETHOXYPHENYLCARBAMIC ACLlOy01ETAMINOE T.ESTER
4892 DI1ETHYL ETFER 378 44 0.78 1.62 B8 C15H24N203 N-P-ETHOXYPHENYLCARBAM1C AC10401ETAMINOET.ESTER
4853  CYCLOHEXANE 474 14 -0.07 C15H24N40252 THIAMINE PROPYL O1SULFI10E

4894 CHCL3 474 14 1.56 1.10 8 C15H24N40252 THIAMINE PROPYL OlSULF1DE

4895 BENZENE 474 14 -1.85 C15H24N40252 TH1AMINE PROPYL OlSULF1O0E
4896 ETRYL ACETATE 474 14 0.88 0.89 CL5H24N40252 TH1AMINE PROPYL OlSULFIDE
4897 OCTANOL 373 Q.46 0.46 = C15H25CL1IN20I NL-NONYLN1COT INAM1DE CHLORI1OE
4858 OCTANOL 65 46 -1.53 =-1.53 = C(C15H26BRIN1 BENZYLOIMETHYLHEXYLAMMON 1UM BROMIOE
4899 OCTANOL 65 53 =0.72 =-0.72 = C15H26BRINL OECYLPYRIOINIUM BROM1OE
4900 DIETHYL ETHER 3 17 2.55 3.05 8 Cl5H26N2 SPARTE INE
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NO.  SOLVENT REF FOOT LOGP  LOGP EMPIRICAL NAME
NOTE  SOLV ocT FORMUL A
4901 1-BUTANOL 4 2.85 3,50 C15H26N2 SPARTELNE
49C2  OCTANOL 56 2.54 2.54 = C15H2606 GLYCEROLy TRI-BUTYRATE
49C3  OCTANOL 268 07 1.77 1,77 = C15H32CLINL N-OECYLPIPERIOINE HYOROCHLORIOE
4904 CYCLOHEXANE 304 3.92 Cl6H9CL 102 INOANE s 1 3-010NEy 2( 2-CHLOROBENZAL)
4905 CYCLOHEXANE 304 3.82 Cl6H9F102 INOANEy 1y 3-010NE, 2(2-FLURDBENZAL )
49C6 CYCLOHEXANE 141 2.00 Cl6H108RIN102 19 4=NAPHTHOQU INONE y 2-BROMOy 3-AN1LINO
49C7 OCTANOL 141 4,22  4.22 = Cl6H10CLINLO2 15 4~NAPHTHOQUINONE, 3=ANIL INO=2-CHLORD
49C8  CYCLOHEXANE 141 1.56 Cl6H10CL1IN102 19 4-NAPHTHOQUINONE, 2-CHLORO s 3-ANIL INO
4909 DCTANOL 141 =0.99 =-0.99 = Cl6HIOKINLO5S1 19 4—NAPHTHOQUINONE, 2-AN1L INO-3-SULFONATE yK-SALT
4910 CYCLOHEXANE 141 3.52 C16H1ON2 BENZALMALONONITRILEyA—PHENYL
4911 CYCLOHEXANE 304 3.40 C16H1002 INDANE, 1,3-0IONEy2-BENZAL
4912 OCTANOL 141 26  4.40 4,40 = Cl6HL0D2 19 4-NAPHTHOQUINONE, 2-PHENYL
4913 CYCLOHEXANE 141 3.62 Cl6H1002 1y 4=NAPHTHOQU INONE, 2=PHENYL
4914 CYCLOHEXANE 141 0.49 C16H1003 1y 4~NAPHTHOQUINONE, 2=P HENYL y 3=HYDROXY
4915 OCTANOL 141 26  2.14 2,14 = (16H100481 19 4-NAPHTHOQU INONE , 2-PHENYL SULF ONYL
4916 CYCLOHEXANE 141 1.50 Cl6H100451 1y 4~NAPHTHOQUINONE, 2-PHENYL SULFONYL
4917 OCTANOL 469 2.69 2.69 = Cl6H11F3N201 QU INAZOL IN-2-0NEy 1-ME-4—PHENYL~6-TR1FLUOROME THYL
4918 OCTANOL 141 2.84 2,84 = Cl6HL1IN102 19 4-NAPHTHOQUINONE, 2-ANIL1INO
4919 CYCLOHEXANE 141 2463 Cl6HLIN102 19 4~NAPHTHOQUINONE y 2= ANILINO
4920 CYCLOHEXANE 304 0.97 C16H11N103 COUMARIN, 3-CARBOXYANIL 10E
4921 N-HEPTANE 443 3.23 Cl6HL1N1S1 PHENOTHIAZINE, 3y 4—BENZO
4922 N-HEPTANE 443 3.84 C16H11N1S1 PHENOTHIAZINE, 1y 2-BENZO
4923  OCTANOL 227 4,06 4,06 = Cl6H12N2 5-METHYL-6H-PYR100(4y 3-8 )CARBAZOLE (B87206) (PKA= 7.02)
4924 CYCLOHEXANE 304 2.11 C16H12N201 CYANOACETANIL1DE,BENZAL
4925 CYCLOHEXANE 304 3.69 Cl6H1201 1-INOANEONE, 2-BENZ YL 10 INE
4926 OCTANOL 9 2.82 2.82 = (CléH13CLIN201 OIAZEPAM
4927 OCTANOL 218 2.44 2.44 = Cl6HI4CLIN301 LIBRIUM
4928 OCTANOL 469 1.91  1.91 = C16H14N202 QUINAZOL IN-2-0ONE, 6-METHOXY
4929 OCTANOL 469 0.59 0,59 = Cl6HL4N20351 QU INAZOL I N-2-0NEy 1-ME=4—PHENYL-6-METHYLSULFONYL
4930 OCTANOL 276 2.58 2.58 = Cl6H1401 0IBENZOCYCLOOCTANE-5-ONE
4921 HEXANE 456 0.62 Cl6HL5CLI05 7-CL—4%y 6~0 IMEO-6"-MEGR 15-27-EN-3,4 -0 10NE
4922  OCTANOL 276 2.33 2,33 = C(Cl6H16 CYCLOPHANE
4933 OIETHYL ETHER 457 62 1.65 1.57 A Cl6H16N202 1y 4~NAPHTHOQUINONEy 2-C YCLOHE XYLHYORAZINO
4934 OIETHYL ETHER 457 62 1.64 1.56 A Cl6H16N202 1y 4~NAPHTHOQUINONE, 2-CYCLOPENTYLMETHYLHYORAZ1NO
4935 OCTANOL 56 -0.28 =-0.28 = C16H16N20551 CEPHALOSPORANIC ACEO,7-(D-MANOELAMIOO)-OESACETOXY
4936 N-HEPTANE 416 14 1,49 C16H16N206 B1S(P-AMINDSALICYLIC AC10) ETHYL ESTER
4937 OIETHYL ETFER 143 62 4,76  4.30 A Cl6H1603 2-HYOROXYNAPHT HOQUINONE, 3-CYCLOHEX YL
4938 OIETHYL ETHER 465 62 2.40 2.23 A Cl6H1605 2-HYOROXYNAPHTHOQUINONE, 3= ( 2-ME-3-CARBOME THYOXYPROP
4939 OIETHYL ETFER 143 62 2.53  2.34 A Cl6HI60S 2-HYOROXYNAPHTHOQU INONEy 3= ( W—CARBOME THOXYBLTYL)
4940 OODECANE 475 4,45 C16HL7CLIN2S1 ETHYL “CHLORPROMAZINE®
4941 N-HEPTANE 370 14 2.19 C16H17N103 P=AMINOSALICYLIC AC10,G-PHENYLPROPYL ESTER
4942 OCTANDL 141 2,07 2.07 = Cl6HITN103S1 19 4-NAPHTHOQUINONE, 2-ACETAMIOO-3-BUTYLTHIO
4943  CYCLOHEXANE 141 1.28 Cl6H1TN103S1 19 4~NAPHTHOQUINONE2-ACETAMI00,3-BUTYLTH10
4944 CYCLOHEXANE 141 0.49 C16H18N203 1y 4~NAPHTHOQUINONE, 2- ACETAMI 0Dy 3-8 UT YLAMIND
4945 OCTANOL 127 1.83 1.83 = Cl6HIBN204SI BENZYLPENLICILL IN
4946 O1ETHYL ETFER 106 1.93  1.82 A Cl6HIBN204S1 BENZYLPENICILLIN
4947 1-BUTANOL 130 12 0,20 -0,22 Cl6H1BN2D4S1 BENZYLPENICELL IN
4948 ETHYL ACETATE 476 1.59 © 1.66 Cl6H1BN204S1 BENZYLPENICILL IN
4949 N-BUTYL ACETATE 476 1.60 1.60 CL6H1BN204S1 BENZYLPENICILLIN
4950 - OLEYL ALCOHOL 142 1.38 1,93 C16H1BN205 MALONYL UREAy ETHYL—(2-MEO=-4-ALLYLPHENOXY)
4951 OCTANOL 127 1.40 1,40 = Cl6H1BN20551 PENICILL INy A—-HYOROXYBENZ YL
4952 OCTANOL 127 2,09 2,09 = Cl6HL3N20551 PHENOXYPENICILL IN/PENLICILLIN v/
4953  1-BUTANOL 130 0.12 -0.34 Cl6H1BN205S1 PHENOXYPENICILL IN/PENICILLIN v/
4954 OCTANOL 283 65 0.B7 0,87 = Cl6H18N402 N1 AL AMIOE
4955 OIETHYL ETHER 143 62  4.90 4,41 A Cl6H1803 2-HYOROXYNAPHTHOQUINON Ey 3-HE XYL
4956 OCTANOL 438 0.76 0,76 = Cl6HLBO6 GLUCOPYRANOS10Ey 2-NAPHTHYL (BETA)
4957 HEXANE 456 -0.41 Cl6H19CL104 7-CL=6"-0H-4, 6-0IMETHOXY-27—MEGR I SAN-3-0ONE
4958 HEXANE 456 -2.82 C16H19CL105 T7-CL=4"46"=0f—-0H-4,6-0 IMED-2"~ME THYLGRI SAN-3-ONE
4959 CHCL3 396 31 3.35 2,64 8 Cl6HI9NL BENZYLAMPHETAM INE
4960 N-HEPTANE 396 31 2,04 C16H19N1 BENZYLAMPHET AMINE
4961 PARAFFINS 316 -0.58 Cl6H19N102 Ny N-OI-B-HYOROXYE THYL—4—AMINOB I PHENYL
4962 CYCLOHEXANE 304 3.79 Cl6H19N103 ETHYLCYANOACETATE, 3-BUTOXYBENZAL
4963  1-BUTANOL 130 -0.23 -0.83 C16H19N3D4S1 AMPICILLIN
4964 CYCLOHEXANE 304 3.35 C16H2005 O1ETHYLMALONATE, 3-ETHOXYBENZAL
4965 CYCLOHEXANE 304 2.33 C16H2006 O1ETHYLMALONATE, 3, 4-01METHOXYBENZAL
4966 CYCLOHEXANE 304 3,22 C16H2006 OLlETHYLMALONATE, 3, 5-01METHOXYBENZAL
4967 OCTANOL 206 4438 4,38 = CLl6H21F3N2 BENZIM10AZOLE, 5-0CTYL-2-( TRIFLUOROME THYL)
4968 CYCLOHEXANE 446 2.04 C16H21N101 N-CYCLOHEP TYLC INNAMAMI OE
4969 CYCLOHEXANE 446 2.46 Cl6H21N101 NyN-HEPTAMETHYL ENEC INNAMAM 1 OE
4970 CHCL3 405 31  2.86 2,21 8 Cl6H21N103 HOMATROPINE
4971 N-HEPTANE 477 -3.00 C16H21N103 HOMATROPINE
4972 OLEYL ALCOHOL 142 1,20 1.75 C16H21IN104 2-METHOXY=4-ALLYLPHENO XYACETYLMORPHOLENE ,
4973 BENZENE 137 1.46 2,81 C16H22N102 2-ME-5-PH-5-CARBETHOXY-2-AZAB1CYC(242,1)HEPTANE/EXD/
4974 BENZENE 137 l.46 2.8 Cl6H22N102 2-ME-5-PH-5-C ARBETHOXY=2-AZABICYC(2,241)HEPTANE/ENDO/
4975 O01€&THYL ETHER 3 1,21 1.17 A Cl6H22011 GLUCOSE PENTA-ACETATE
4976 BENZENE 405 31  2.19 2,07 8 Cl6H23CLIN2D2 2-ALLYLOXYL-4-CL-N(2-0 IETAMINOET)-BENZAM10E
4977 OCTANOL 283 -1.31 =-1.31 = C16H23N101.HCL 29 9-01 METHYL-5-ET-2"-0H-6, 7-BENZOMORPHAN/NL1H#7938
4978  OC TANOL 283 -1e52 -1.52 = C1l6H23N101.HCL 24 5-01METHYL-9-ET-27-0H-6, 7-BENZOMORPHAN/N1H#7951
4979 CYCLOHEXANE 446 2.72 Cl6H23N101 N-HEPTYLCINNAMAMIOE
4980 OLEYL ALCOHOL 142 1.46 2,01 Cl6H23N102 2-METHOXY=4—ALLYLPHENOXYACETAMIOE ) N—- ME-N-PROPYL
4981 OLEYL ALCOHOL 142 2.51 3,05 C16H23N103 2-METHOXY=4=-ALLYLPHENO XYACETAMEOE, NyN=O1ETHYL
4982 OLEYL ALCOHOL 142 1.82 2,37 Cl6H23N103 2-METHOXY—6-ALLYLPHENO XYACETAMIOE,N,N-O1E THYL
4983 MLXEO SOLV#1 433 2.28 C16H23N304 BARBITURLIC ACIOy1-(NyN-O1ET-CARBAMYLME)-5,5-DIALLYL
4984 N-HEPTANE 416 I4 1.48 C16H24CLIN103 P-AMINOSALICYLIC ACIO,9-CHLORONONYL ESTER
4985 OLEYL ALCOHOL 142 0.55 1.01 Cl6H24N105 2-METHOXY=4—-ETHOXYCARBONYLPHEND XYACETAMEOE yNyN-OIET
4986 OCTANOL 438 1.07  1.07 = Cl6H2406 GLUCOPYRANOS 10E, 2-1S50PROPYL=5-MEPHEN YL (BETA}
4987 OCTANOL 438 1.01  1.01 = (16H2406 GLUCOPYRANOSIOE, 3-T—BUTYLPHENYL (BETA)
4988 N-HEPTANE 370 I4  1.76 Cl6H25N103 P-AMINOSALICYLIC AC104N-NONYL ESTER
4989 OLEYL ALCOHOL 142 2.70 3,24 C16H25N103 2-METHOXY=4—-PROPYLPHENOXYACETAMIOE yNyN-OIETHYL
4990 N-HEPTANE 370 14 1.15 C16H25N104 P-AMINOSALICYLIC AC10,9-HYOROXYNONYL ESTER
4991 OLEYL ALCOHOL 473 2.81 3,38 C16H25N104 3-MEO-4-ETO-BENZOIC ACIOsOTETHYLAMINOETHYL ESTER
4992 OLEYL ALCOHOL 473 2.39  2.96 C16H25N105 394y 5-TRIMETHOXYBENZOLC ACIO,OIETHYLAMINOE THYL ESTER
4993 OLEYL ALCOKOL 460 3.43 3,96 C16H26N202 P-AMINOBENZO1C ACIOyAyA,B-TRIME-B—(OIETAM)-ETHYL EST.
4994 OLEYL ALCOHOL 460 3.48 4.04 C16H26N202 P=AMINOBENZOIC ACIOyAyB8,B8-TRIME-B-(OIETAM)-ETHYL EST.
4985 OCTANOL 449 4.14 4,14 = C16H26N202 BENZOIC AC10,P—AMYLAMINO yNyN-OIMEAMINOETHYL ESTER
4996 O01LS 449 2,79  3.72 A Cl6H26N202 BENZOLC ACIO,P—AMYLAMINOsN,N-OIMEAMINOETHYL ESTER
4997 XYLENE 449 3.92 C16H26N202 BENZO1C ACIO, P-AMYLAMLNO+NyN-D1MEAMINOETHYL ESTER
4998 0I-BUTYL ETHER 449 3433 C16H26N202 BENZOIC ACIO,P-AMYLAMINO N, N-OIMEAMINOETHYL ESTER
4999 _OCTANOL 373 1.12 1,12 = CI6H27CLIN20L N1-OECYLNICOTINAMIDE CHLORIOE
5000 BENZENE 478 -1.52 -0.51 8 C16H32N201 PIPERIOINEy 1-0ECYL y3~C ARBAMYL
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NO. SOLVENT REF FOOT LOGP OGP EMPIRICAL NAME
NOTE SOtV  OCT FORMULA

5001 N-HEPTANE 479 31 531 C16H3202 HEXAOECANO 1C ACIO/PALMITIC ACIO/
5002 OIETHYL ETHER 236 17 2.88 C16H3404P1 ologlzt::ggPH::E

ME-1-8UT.K ETONE 236 17 2.03 1.81 Cl6H3504PI OIO PH
?833 BENZENE 480 0.1l 1451 A C16H3504P1 PHOSPHORIC ACIO,DI(2-ETHYLHEXYL)
5005 CCL4 480 0.09 €C16H3504P1 PHOSPHORIC ACIOyOI(2-ETHYLHEXYL)
5006 N1TROBENZENE 92 46 0.07 Cl6H3611N1 TETRA-(N-BUTYLI AMMONIUM 100IDE
50C7 OCTANOL 268 -1.00 ~-1.00 = Cl6H3BBR2N2 OECAMETHONIUM BROMIOE
5008 CYCLOHEXANE 141 4422 C17H12CLIN1D2 1y 4=NAPHTHOQUINONE » 2-CLy 3-ANILINDy 6-METHYL
5009 CYCLOHEXANE 304 3.83 €17H1202 INOANEy 1,3-0I0ONE, 2(2-METHYLBENZAL)
5010 CYCLOHEXANE 141 3.52 C17H1202 1y 4~NAPHTHOQUINONE, 2-METHYL 9 3=PHENYL
5011 OIETHYL ETHER 143 62 3.16 2.89 A C17H1203 2-HYDROXYNAPHTHOQUINONE, 3~-PHENYLMETHYL
5012 CYCLOHEXANE 304 3.44 C17H1203 INOANE, 1y 3-DIONEy 2( 2-METHOXYBENZAL)
5013 CYCLOHEXANE 141 3.05 C17H13N102 1y 4~NAPHTHOQUINONE  2-ANIL INOy6—METHYL
5014 CYCLOHEXANE 141 4422 C17H13N102 15 4=NAPHTHOQUINONE s 2-METHYL s 3-ANILINO
5015 PRIM. PENTANOLS 481 2.34 2.62 C17H14N202 5—PYRAZOLONE, 1-PHENYL, 3-METHYL ,4-BENZOYL
5016 OIETHYL ETHER 143 62 4435 3.93 A C17H1403541 2-HYOROXYNAPHTHOQUINONE, 3— ( W—A-THIENYLPROPYL)
5017 HEXANE 456 0.14 C17H17CL106 T-CL-49694"—TRIMEO-6"-MEGRIS-3"-EN-3,27-DIONE
5018 HEXANE 456 -0.10 C17H17CL106 00-7=CL=4y 69 2"-TRIMEO-6"-MEGRIS-2"-EN-3,4'-DIONE
5019 0OC TANOL 238 2.18 2.18 = C17H17CL106 GRISEOFULVIN
‘5020 HEXANE 456 0.26 C17H17CL106 LO=7=CL=4y 6, 2"-TRIMEO-6"-MEGRI $-2"-EN-3,4'-0I0ONE
5021 N-HEPTANE 416 14 1.62 C17H1BN206 BIS(P-AMINOSALICYLIC ACIO) PROPYL ESTER
5022 OIETHYL ETHER 143 62 4693 4.44 A Cl7HIBO3 2-HYOROXYNAPHTHOQUINONE, 3-CYCLOHEXYLMETHYL
5023 OIETHYL ETRER 465 62 3.70 3.36 A C17H1805 2-HYOROXYNAPHTHOQUINONEy 3~ { 4~CARBOME THOXYPENTYL)
5024 HEXANE 456 -0.4% C17H1806 49692 -TRIMEO-6"-MEGRI $-2'-EN-3,4"0I0NE
5025 CHCL3 482 68 -1.05 =-0.37 N CL7H19CLLIN201S1 CHLORPROMAZINE SULFOXIOE
5026 OOOECANE 475 -0.12 CITHI9CL1IN201S1 CHLORPROMAZ INE-SULFOXIOE
5027 OCTANOL 475 46 =-0.66 =-0.66 = Cl7HI9CLIN201S1.HCL CHLORPROMAZINE-SULFOXIOE.HCL
5028 OCTANOL 483 44 5.16 5.16 = CLTHI9CLIN2S1 CHLORPROMAZ INE
5029 OCTANOL 218 5.35 5.35 = C1l7H19CL1N2S1 CHLORPROMAZ INE
5030 OCTANOL 56 5.32 5032 = (17H19CLIN2S1 CHLORPROMAZINE
5031 CYCLOHEXANE 484 0.95 C17HI9CLIN2S1 CHLORPROMAZ INE
5032 CHCL3 482 68 1.09 1.62 N CLl7THI9CL1IN2S1 CHLORPROMAZINE
5033 CHCL3 482 69 2.10 2.55 N CLl7TH19CLIN2S1 CHLORPROMAZINE
5034 N-HEPTANE 485 ° 14 1.86 C17TH1I9CL1IN2S1 CHLORPROMAZ INE
5035 OOOECANE 475 4486 C1l7HI9CL1IN2S1 CHLORPROMAZINE
5036 OCTANOL 475 46 1.51 151 = C17H19CLIN2SE .HCL CHLORPROMAZ INE HYOROCHLOR1O0E
5037 CHCL3 4B6 46 1.22 1«73 N C17HI9CLIN2S1.HCL CHLORPROMAZ INE HYOROCHLORIOE
5038 OCTANOL 475 46 1.23 1.23 = C17H19CLIN2S1.HCL 1-CHLORPROMAZINE HYOROCHLORI1O0E
5029 O0OCTANDL 475 46 1.79 1.79 = C17THI9CLIN2S1..HCL 3-CHLORPROMAZINE HYOROCHLORIOE
5040 DOOECANE 475 479 C1l7H19CL1IN2S1 1-CHLORPROMAZ INE
5041 OOCECANE 475 4.67 Cl7HI9CL1IN2ST 3-CHLORPROMAZ INE
5042 OCTANOL 186 0.76 0.76 = C17H19N103 MORPHINE
5043 OCTANOL 218 Q.70 0.70 = (CL17HI9N103 MORPHINE
5044 O1ETHYL ETFER 3 17 -0.68 0.25 8 C17HLI9N1O3 MORPHINE
5045 [-BUTANOL 4 0.87 0.72 C17H19N103 MORPHINE
5046 CHCL3 466 4.04 3.22 8 C17H20N2 OESOIMETHYL IMIPRAMINE
5047 HEXANE 466 2.38 C17H20N2 OESOIMETHYL IM1PRAM INE
5048 O1ETHYL ETFER 457 62 2.03 1.89 A C17H20N202 19 4=NAPHTHOQUINONE»2-CYCLOHEXYLMETHYLHYORAZINO
5049 OlETHYL ETFER 457 62 2.13 1.99 A C17H20N202 19 4=NAPHTHOQUINONE ¢ 2-W-CYCLOPENTYLETHYLHYORAZINO
5050 N-HEPTANE 477 -1.70 C17H20N202 TROPIC ACIO,N-ET-N-G-P1COLYLAMIOE
5051 OCTANOL 127 2.28 2.28 = C17H20N205S1 PENICILL INy A-PHENOXYETHYL
5052 1-BUTANOL 130 0. 46 Q.14 C17H20N20551 PENICILLINy A-PHENOXYETHYL
5053 DCTANOL 127 1.22 1.22 = C17H20N2G6S1 PENICILLINy 2, 6-0 IMETHOXYPHENYL
5054 OCTANOL 483 44 455 4.55 = CITH20N2S1 PROMAZINE
5055 CHCL3 4B2 68 0.59 l.16 N C17H20N2S1 PRCMAZINE
5056 CHCL3 482 69 1.43 1.94 N C17H20N2S1 PROMAZINE
5057 N-FEPTANE 485 14 1.71 CITH20N2S$1 PROMAZ INE
5058 OOCECANE 475 . 4,02 C17H20N2S1 PRCMAZINE
5059 CYCLOHEXANE 484 1.50 C17H20N2S51 PROMETHAZINE
5060 CHCL3 482 68 -1.22 -0.53 N C1l7H20N2S1 PROMETHAZ INE
5061 CHCL3 4B2 69 1.76 2.25 N CLl7H20N2S1 PROME THAZLNE
5062 OIETHYL ETERER 487 -3.80 C17H20N406 R1BOFLAVIN
5063 N-BUTANOL 487 -0.17 =0.75 C17H20N406 R1BOFLAVIN
5064 1-BUTANOL 487 -0.33 -0.97 C17H20N406 RIBOFLAVIN
5065 PR1M. PENTANOLS 487 -0.77 =-1.28 C17H20N406 R1BOFL AVIN
5066 HEXANOL 487 -0.92 -1.25 C17H20N406 R]1 BOFL AVIN
5067 CYCLOHEXANDL 487 =0.27 =1.46 C17H20N406 R1BOFLAVIN
5068 PARAFFINS 487 -4.70 C17H20N406 RIBOFLAVIN
5069 OIETHYL ETEER 143 62 5. 65 5.06 A (Cl7H2003 2-HYOROXYNAPHTHOQUINONE, 3-1-HEPTYL
5070 DI1ETHYL ETHER 465 62 2.24 2.09 A C17H2004 2-HYDROXYNAPHTHOQUINONE, 3-( 5~0H-5-ME THYLHE XYL )
5071 OCTANOL 475 46 0.91 0.91 = CL17H21CL1IN2S1 PROMAZINE HYOROCHLORIOE
5072 CHCL3 486 46 0.73 1.25 N C17H21CLIN2S1 PROMAZINE HYOROCHLORIOE
5073 CHCL3 396 31 3.15 2.47 8 CLl7TH21INL BENZPHETAMINE
5074 N-EEPTANE 396 31 1.87 C17H21IN1 BENZPHETAMINE
5075 OCTANOL 276 3.30 3.30 = C17H21N101 BENAORYL /PKA= B.98/
5076 OCTANOL 218 3.27 3.27 = (CI7H21N101 O1PHENHYORAM INE
5077 OCTANOL 218 3.40 3.40 = Cl7H2IN10O1 O1PHENHYORAMINE
5078 N-FEPTANE 477 l.26 C17H21N101 Ol PHENHYORAMINE
5079 O1ETHYL ETFER 3 17 2.14 2.73 8 Cl7TH21N104 COCAILNE
5080 OILS 462 2.33 1.92 8 Cl7H21N104 COCAINE
5CB1 1-BUTANOL 4 2.03 2.34 C17H21IN10D4 COCAILINE
5082 N-FEPTANE 477 -2.36 C1l7H21N104 SCOPOLAMINE
5083 DLETHYL ETFER 457 62 2. 86 2.63 A C17H22N202 1y 4-NAPHTHOQU INONE, 2-HEPTYLHYORAZINO
5084 CYCLOHEXANE 304 4.00 C17H2205 OlETHYLMALONATE, 3-PROPOXYBENZAL
50E5 CYCLOHEXANE 446 2.48 C17H23N101 N-CYCLOOCTYLCINNAMAMIOE
5086 CYCLOHEXANE 446 3.11 C17H23N101 NyN-OCTAMETHYL ENEC INNAMAMI10E
5087 OCTANOL 218 1.79 1.79 = (C17H23N103 ATROP1INE
5088 OCTANOL 218 1.83 1.83 = C17H23N103 AT ROPINE
5089 OlETHYL ETERER 3 17 Q.61 1.39 8 C17H23N103 ATROPINE
5090 1-BUTANOL 4 12 1.94 2.22 C17H23N103 ATROPINE
5061 01-1-PR. ETFER 488 -0.03 C17H23N103 AT ROPINE
5052 N-HEPTANE 477 =-3.25 C17H23N103 ATROPINE
5093 OLEYL ALCOHOL 142 2.20 2.74 C17H23N103 2-METHOXY-4—ALL YLPHENO XYACETYLP1PERIOINE
5094 OCTANOL 276 2.85 2485 = C17H23N301 MEPYRAMINE / PKA = B.BS5/
5095 OLEYL ALCDHOL 489 27 2415 2.70 C17H23N302 CINCHONINAM10EyN=(2-0IETHYL—AMINOE THYL ) = 2-ME THOXY
5096 N-FEPTANE 477 -2.89 C17H24N202 ATURBAN
5067 CHCL3 490 17 0.33 0.05 B C17H25CL1IN2D1 JHBR 1-(M=CLBENZYL )-3-N-O1ETCARBAMOYL}PIPERIDIN
5098 CHCL3 490 17 0.40 0.1l B C17H25CL1IN201.HBR 1-(P-CLBENZYL )-3-N-D1ETCARBAMOYL)PIPERLIOIN
5099 CYCLOHEXANE 446 3.21 Cl7H25N1C1 N-UCTYLCINNAMAM1DE

5100 OLEYL ALCOHOL 142 2.97 3.51 C17H25N103 2=METHOXY=4—ALLYLPHENOXYACETAMIOE, N-ME s N-BUTYL



606 Chemical Reviews, 1971, Vol. 71, No. 6

A. Leo, C. Hansch, and D. Elkins

SOLVENT

OLEYL ALCOHOL
CHCL3

CHCL3

CHCL3
N-HEPTANE
CHCL3

MIXEO SOLV#I
CYCLOHEXANE
CHCL3

BENZENE

ETHYL ACETATE
N-HEPTANE
OLEYL ALCOHOL
N-HEPTANE
OLEYL ALCOHOL
OLEYL AtCOHOL
OL EYL ALCOHOL
O1ETHYL ETFER
OIETHYL ETFER
OlETHYL ETFER
CHCL3

OCTANOL
OCTANOL
OCTANOL
BENZENE
OCTANOL

CCL4

CHCL3

OCTANOL
CYCLOHEXANE
DIETHW ETFER
CHCL3

CHCL3

CHEL3

CHCL3

CHCL3

CHCL3

CHCL3

OCTANOL

CHCL3

CHCL3

CHCL3

OCTANOL
HEXANE

HEXANE
OCTANOL

CHCL3

CHCL3
N-HEPTANE
OO0QECANE
M1XEO SOLV#1
OC TANOL

CHCL3

MLXEO SOLV#1
N-FEPTANE
CHCL3
CHCL3
CHCL3
CHCL3
OCTANOL
OIETHYL
OCTANOL
OCTANOL
OlETHYL
OlETHYL
OOOECANE
OIETHYL ETFHER
O1ETHYL ETHER
O1ETHYL ETFER
CHCL3

CHCL3
1-BUTANOL
CCLe
CLCR2CH2CL
ETHYL OLEATE
ETHYL OLEATE
CYCLOHEXANE
OCTANOL

OC TANOL
O1ETHYL ETFER
CHCL3

HEXANE

CHCL3

O1ETHYL ETEER
CHCL3

HEXANE

OC TANOL
N-FEPTANE
CHCL3

CHCL3

OCTANOL
OCTANOL
OCTANOL
1-BUTANOL
CHCL3

CHCL3

CHCL3
CYCLOHEXANE
D1 ETHYL ETFER
ETHYL ACETAYE

ETHER

ETHER
ETHER

REF FOOT
NOTE
142
491 46
490 17
490 17
416 14
490 17
433
474 14
474 14
474 14
474 14
370 14
473
370 14
473
473
460
378 44
378 44
378 44
464 46
65 46
65 46
348
478
297 46
412
412
141
141
143 62
9
96
96
96
96
96
96
56
9% 32
9 33
96
56
456
456
483 44
482 68
482 69
485 14
475
433
475 46
486 46
433
416 14
482 68
482 69
482 68
482 69
218
143 62
276
276
465 62
143 62
475
492 17
3 17
359
493
359
4
492
492
494
494
495
56
483 44
466
466
466
466
466
466
466
483 44
485 14
482 68
482 69
56
127
127
130 12
482 68
482 68
482 69
141
496
496

LOGP
soLv

2.75
-1l.62
-0.12

0.00

1.68
-0.02

2.23
-0.77

1.17
-2.52

0.07

2.08

4.27

1.24

3.52

3.37

3.29

1.10

1.09

1.07

2.70
-0.29

0. 44

1.28
-1.15
-0.22

2.05

3.48

1.73
-0.71

4. 04
=0.42
-0.25
-0.63
-2.52

1.12
-1.00
-0.29

2.87

1.01
-0.15
-1.00
-0.89

0.36

0.57

5.19

1.30

1.76

1.15

S.14

0.30

1.78

l.4o

2.36

1l.74

0.88

1.92

l.14

1.88

5.07

5.64

4036

4.91

3.40

3.82

5.07

0.19
-0.10

0.03

1.94

2.17

1.21
=0.62
-1.32

1.29

1.37

0.78
-0.15

4.28

2.88

3.82

2.27

2443

2.00

1.99

0.72

4.90

1.51

0.71

1.38

3.50

2.65

2.76

0.66

1.06

l.14

1.88

3.45
-0.18

0.75

LoGpP
ocy

3.29

-0.12
-0.23

-0.25

0.77
0.06
4.84

4.09
3.90
3.82
1.90
1.89
2.00

-0.29
[ 2
1.28

=0.25

=0.22

1.73

3.68

-0.89

5.19
1.82
2.25

1.78
1.92

1.43
2.40
1.67
2.36
5.C7
5.06
4.36
4.91
3.10
3.47

1.01
0.78
0.88
l.42
1.63
1.19

-0.15
428
2.65
3.05

l.84
1.87
l.48

4.90

1.27
1.90
3.50
2.65
2.76
Q.42
1.60
1.67
2.36

-0.04
0.75

oo @

LI ]

Z "

oo ®E® PRI UIPNIZZZZ

B ]

nmauzz - X ]

ZzZzZzZz

>

EMPIRICAL
FORMULA

C17H25N103
C17H25N107S1
C17H25N303.HBR
C1l7H25N303.HBR
C17H26CLINIO3
C17H26N201.HBR
C17H26N203
C17H26N403S2
C17H26N40382
C17H26N40382
C17H26N40352
C17H27N103
C17H27N103
C17H27N104
C17H27N104
C17H27N104
CITH28N202
C17H28N203
C17H28N203
C17H28N203
CITH29N10651
C17H308RINL
CL7H30BRINL
C17H31N102
C17H34N201
C17H3B811N1
C18H12CULN202
C18H12CU1N203
C18H14N203
C18H14N203
C18H1403
C18H158R103S1
C1BHISBRIS1
C1B8H15CL1S1
C1BH15110381
C1B8H151181
C1BH15N10251
C1BH15N10351
C18H1501P1
C1B8H17CR10451
C18H17CR104S81
C1BH1704P1S1
C18H1BN207S1
C18H19Ct 106
C18H19CL106
C1BH19F3N2S1
C1BH19F3N2S1
C1B8H19F3N2S1
C1BHI9F3N2S1
C1BH19F3N2S1
C1B8H19N304

CIBH20CL1F3N251
C1BH20CL 1F3N2S1

C1BH20N203
C18H20N206
C18H20N2S1
C18H20N2S1
C1B8H20N251
C18H20N25S1
C18H2002
C18H2003
C18H200351
C18H2004
C18H2005
C18H2005
C1BH21CLIN2S1
C18H21N103
C18H21N103
C18H21N103
C18H21N103
C18H21N103
C18H21N103
C18H21N103
C18H21N103
C18H21N103
C18H21N104
C1BH21N3
C18H22CL1N2S1
C1BH22N2
C1B8H22N2
C18H22N2
C1BH22N2
C18H22N20D1
C18H22N201
C18H22N201
C18H22N201
C1BH22N201S1
C18H22N201S1
C1B8H22N20151
C18H22N20151
C18H22N20252
C1B8H22N20551
C18H22N20551
C1BH22N205S51
C1BH22N2S51
C1BH22N2S2
C1BH22N2S2
(18H220252
C18H2204
C18H2204

NAME

2-METHOXY=4-ALLYLPHENOXYPROPIONAMIOE yNyN-OIETHYL
ATROPINE SULFATE

1-(M-NO2BENZYL )-3-(N-O1ETCARBAMOYL)PIPERIOINE
1-(P-NO2BENZYL )-3-(N-OIETCARBAMOYL)PI1PERIOINE
P-AMINOSAL1CYLIC AC10,10-CHLOROOECYL ESTER
1-BENZYL-3-(NyN-O1ETCARBAMOYL)PIPERIOINE-HBR
BARBITURIC AC10y 1-N-HEPTYL-5,5-0IALLYL

THIAMINE TETRAHYOROFURFURYL OISULFIOE

THIAMINE TETRAHYOROFURFURYL O1SULFIOE

THIAMINE TETRAHYOROFURFURYL OlSULFIOE

THIAMINE TETRAHYOROFURFURYL DISULFIOE
P—AMINOSAL 1CYL IC ACIO, OECYL ESTER
4-BUTOXYBENZOIC AC10yOIETHYLAMINOETHYL ESTER
P-AMINOSAL ICYLIC AC10y 10-HYOROXYOECYL ESTER
2,4-01ETHOXYBENZOIC AC10yDIETHYLAMINOETHYL ESTER
3, 4-01ETHOXYBENZOLC ‘AC104OIETHYLAMINOETHYL ESTER
P—AMINOBENZO1C ACIOy TETRAME-B-(O1ETAM(-ETHYL ESTER
N-M-BUTOXYPHENYLCARBAMLC ACLD,O1ETAMINOET.ESTER
N-0=-BUTOXYPHENYLCARBAMIC ACIO,O1ETAMINOET.ESTER
N-P-BUTOXYPHENYLCARBAM1C AC10,01ETAMINOET.ESTER
N—-ME-3-METHOXYCARBONYLPYRIOINIUM NONYLSULFATE
BENZYLOIMETHYLOCTYLAMMONIUM BROMIOE
OOOECYLPYRIOINIUM BROMIOE
N-DOOECANOYLCYCLOBUTANECARBOXAMIO0E
PIPERIOINEy 1-OECYLy 3-(N-METHYLCARB AMYL)
TRIPENTYL-ETHYL-AMMONIUM 1DOIOE
B8-QUINOLINOLO(BIS)-CUlll)

8-QUINOL INOLO(B1S)-CU(1])

13 4-NAPHTHOQUINONE, 2-ACETAMIOO-3-ANILINO

1y 4~NAPHTHOQU INONEy2-ACETAM100,3-ANLILLINO
2—-HYOROXYNAPHTHOQUINONEy 3— ( W—PHENYLETHYL)
TRIPHENYLSUL FONIUM BROMATE

TRIPHENYLSULFONIUM BROM]OE

TRIPHENYLSULFONIUM CHLORIOE

TRIPHENYLSULFONIUM 100ATE

TRIPHENYLSULFONIUM 1001DE

TRIPHENYLSULFONIUM NITRITE

TRIPHENYLSULFONIUM N1TRATE

PHOS PH1INE OX10E, TRIPHENYL

TRIPHENYLSULFON1UM CHROMATE

TR IPHENYLSULFON1UM CHROMATE

TRIPHENYLSULFONIUM PHOSPHATE

CEPHALOSPORANIC AC10,7(0-MANOELAM1DO)
T-CL-2"-ET0-4, 6~-0IMEO-6'-MEGRIS-2"-EN-3,4’-010NE
7-CL-4"—ET0-4,6-01MEO-6"-MEGR1$-3"-EN-3,2"-0I0NE
TRIFLUPROMAZ INE

TRIFLUPROMAZINE

TRIFLUPROMAZINE

TRIFLUPROMAZINE

TRIFLUPROMAZ INE R

BARBITURIC AC10s1-(N-PHENYLCARBAMYLME)-5,5-D1ALLYL
TRIFLUPROMAZINE HYOROCHLOR1OE

TRIFLUPROMAZINE HYOROCHLOR10E

BARBITURIC AC1D,1-B-PHENYLETHYL-5,5-01ALLYL
B1S(P-AMINOSALICYLIC ACLO) BUTYL ESTER
METHOILAZINE

METHO1LAZINE

PYRATHIAZINE

PYRATH1AZINE

494" -STILBENEOIOLy Ay A0 1ETHYL
2—-HYOROXYNAPHT HOQU INONEy 3- ( W—CYCLOHEXYLETHYL)
2-0H-3-CARBOXY-5-ME-BENZTHIO-2?-1-PROPYLPHENYLETHER
2-0H-3-CARBOXY-5-ME-BENZYL-2'-1-PROPYLPHENYLETHER
2-HYOROXYNAPHTHOQU INONE, 3~ (2-ME-5-CARBOME THOXYPENT)
2-HYOROXYNAPHTHOQU INONEy 3— ( W—ME-w-CARBOME THOXYPENT)
BUTYL ”CHLORPROMAZINE”

COOEINE

COOEINE

COOE INE

COOEINE

COOE INE

COOE INE

COOEINE

COOE INE

DICOD10E /01HYDROCOD1ENONE/

EUCOOAL /0XYCOOONE/

BENZ IM1CAZOLEy 1-OIMETHYLAMINOETHYL y 2-BENZYL
N-METHYLCHLORPROMAZINE CHLOR10E

OES1PRAMINE

OES1PRAMINE

OES1PRAMINE

OES1PRAMINE

10-HYQOROXYOESIM1PRAMINE

2-HYOROXYDESIPRAMINE

2-HYOROXYOESIPRAMINE

2-HYOROXYOESIPRAMINE

METHOPROMAZINE

METHOPROMAZINE

METHOXYPROMAZINE

METHOXYPROMAZ INE

PHENOTH1AZ INEy 2-MESULFONYL-10-(3-01MEAMINOPROPYL)
PENI1CILL INy 1-PHENOXYPROP YL/PROPLICILLIN/
PENIC1LLIN, 2-PHEND XY-2-PROPYL

PENICILLINy 1-PHENOXYPROPYL/PROPICILLIN/
TRIMEPRAZINE

TH IOMETHYLPROMAZINE

TH 1OMETHYL PROMAZ INE

19 4-NAPHTHOQU INONE, 2, 3-018UTYLTHIO

6-0X0ESTR1OL

6-0XOESTRIOL
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NC.

5201
5202
5203
52C4
5208
52C6
52C7
5208
5209
5210
5211
5212
5213
5214
5215
5216
5217
5218
5219
5220
5221
5222
5223
5224
5225
5226
5227
5228
5229
5230
5221
5232
5233
5234
5235
5236
5237
5238
5239
5240
5241
5242
5243
5244
5245
5246
5247
5248
5249
5250
5251
5252
5283
5254
5255
5256
5257
5258
5259
5260
5261
5262
52¢3
5264
5265
5266
5267
5268
5269
5270
5271
5272
5273
5274
5275
5276
5277
5278
5279
5280
5281
5282
5283
5284
5285
5286
5287
5288
5289
5290
5291
5292
5293
5294
5295
5296
5297
5298
5299
5300

SOLVENT

CHCL3
N-HEPTANE
CYCLOHEXANE
OLEYL ALCOHOL
O1ETHYL ETFER
ETFYL ACETATE
OlETHYL ETFER
ETEYL ACETATE
CYCLOHEXANE
CHCL3

OLEYL ALCOHOL
CHCL3

CHCL3

CHCL3
N-FEPTANE
CYCLOHEXANE
N-FEPTANE
OLEYL ALCOKOL
OLEYL ALCOHOL
OLEYL ALCOHCL
CHCL3

CHCL3

CHCL3

CHCL3
1-0CTANOL
1-0CTANOL
OCTANE

CHCL3

CHCL3
N-FEPTANE
N-FEPTANE
BENZENE
BENZENE
N-FEPTANE
CHCL3
PARAFFINS
PARAFFINS
O1ETHYL ETHER
1-8UTANOL
1-8UTANOL
1-BUTANOL
OCTANOL

Ol ETHYL ETERER
HEXANE

HEXANE

HEXANE

CHCL3

CHCL3
1-8UTANOL
D1ETHYL ETHER
OCTANOL

CHCL3

CHCL3

OCTANOL

CHCL3

CHCL3
N-FEPTANE
N-HEPTANE
CHCL3
CHCL3
CHCL3
CHCL3
O1ETHYL
O1ETHYL
OIETHYL
01ETHYL
OCTANOL
O1ETHYL
OIETHYL
CHCL3
SOIETHER+5020MF
OCTANOL

DIETHYL ETFER
CHCL3
HEXANE
CHCL3
OIETHYL
CHCL3
HE XANE
OlETHYL
CHCL3
HEXANE
CHCL3
CHCL3
O1ETHYL
OIETHYL
CHCL3
CHCL3
CYCLOHEXANE
CHCL3

ETHER
ETFER
ETHER
ETHER

ETFER
ETFER

ETHER

ETHER

ETFER
ETHER

BENZENE

ETHYL ACETATE
N-HEPTANE
N-FEPTANE
OIETHYL ETFHER
D1ETHYL ETHER
CHCL3 :
CYCLOHEXANE
OC TANOL
N-HEPTANE

REF FOOT
NOTE
486 46
477
141
142
496
496
496
496
304
497
489 27
497 46
497 46
497 46
498
446 26
477
142
142
142
490 17
490 17
490 17
490 17
353
353
57
464 46
464 46
479 31
479 31
478
478
479 31
96
499
499
143 62
130
130
130
56
143 62
456
456
456
482 68
482 69
4
3 17
483 44
482 68
482 69
276
482 68
482 69
485 14
416 14
482 68
482 69
500 14
500 14
143 62
465 62
465 62
465 62
483 44
so1 17
s01 17
500 14
125
483 44
466
466
466
466
466
466
466
466
466
466
482 68
482 69
378 44
457 62
482 68
482 69
474 14
474 14
4T4 - 14
474 14
498
498
143 62
465 62
486 46
446
235
421 44

LOGP
soLv

0.97
1.49
3,44
2.57
0.89
1.38

-0.92

-0.05
3.62
3,67
2.56
2.55
1.77
3.11

-0.07
3.17
2.33
3.07
1.42
1.26
0.75
0.51
0.33
0.30

-0.35

-0.45
3.74
2.97
3.06
5.08
5.36

-0.42

-0.70
5.43
0.00
1.98
2.16
4043
1.06
0.75
0.59
3.28
5.45
0.99
1.38
0.98
1.51
2.02
2.02
1.21
3.96
0.64
1.11
3.92
0.59
2429
0.88
1.95
0.85
1.60
1.57
0.45
5.93
3.92
3.20
4010
3.88

-0.88
0.41

—2.40
0.23
4,62
2.75
3.30
2.82
1.69
1.33
2.17
0.13

-1.12
1.54

-0.95
1.02
1.93
0.99
3.08
1.29
1.66
0.63
1.42

-1.52
1.68
0.34
0.89
6.70
3.38
1.04
3.50
3.83
3.64

LOGP
ocT

l.46

3.14
Ce 90
l.43
-0.69
-0.09

2.91
3.10

3.61
1.97
1.81
0.41
0.20
0.05
0.03

4.00
0.98
0.55
0.32
3.28
4.90

5.98
3.09
1.54

3.83
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EMPIRICAL
FORMUL A

C1BH23CL1IN201S1
C1B8H23N101
C1BH23N102S1
C18H23N103
C18H2403
C18H2403
C18H2404
C18H2404
C18H2405
C18H25N101
C18H25N302
C18H26BR1IN101
C18H26CL1IN1O1L
C18H2611N101
C18H2602
C18H27N101
C18H27N102
C18H27N103
C18H27N104
C1B8H27N105
C1B8H28N201. HBR
C18H28N201 .HBR
CIBH2BN202.HBR
C18H28N202.HBR
C18H29K10351
C1B8H29NA10351
C18H3003
C1BH31N10651
C1BH31N10651
C1B8H3202
C18H3402
C1BH36N201
C18H36N201
CIBH3602
C19H15N182
C19H16N2
C19H16N2
C19H1603
C19H17CL2N305S1
C19H1BCLIN30551
C19H19N30551
C19H20N203
C19H2003
Cl9H21CL106
C19H21CL106
C19H21CL106
C19H21F3N2S51
C19H21F3N2S1
C19H21N103
C19H21N103
C19H21N1S1
C19H21N351
C19H21N3S1
C19H22N2
C19H22N20151
C19H22N20151
C19H22N20151
C19H22N206
C19H22N2S51
C19H22N251
C19H22N40351
C19H22N40352
C19H2203
C19H2204
C19H2205
C19H2205
C19H23CL1IN2
C19H23N302
C19H23N302
C19H23N406P1S1
C19H24CL1INLOL
C19H24N2
C19H24N2
C19H24N2
Cl9HZ24N2
C19H24N201
C19H24N201
Cl19H24N201
C19H24N201
C19H24N201
C19H24N201
619H24N201
C19H24N2015S1
C19H24N201S1
C19H24N202
C19H24N202
CI9H24N2S2
C19H24N252
C19H24N402S52
C19H24N40252
C19H24N40252
C19H24N40252
C19H2402
C19H2402
C19H2403
CI9H2404
C19H2SCLIN201S1
Cl19H25N101
C19H25NI0L
Cl19H25N101

NAME

METHOXYPROMAZINE HYDROCHLORIOE

ORPHENAORINE

1y 4-NAPHTHOQUINONE, 2-BUTYLAMINO,3-BUTYLTHIO
2-METHOXY=4—ALLYLPHENOXYACETAMIOEsNyN-O1ALLYL
ESTRIOL

ESTRIOL

6-A-HYOROXYESTR10L

6-A-HYDROXYESTR1O0L

OlETHYLMALONATE, 3-BUTOXYBENZAL

OEXTROMETHORPHAN

CINCHONINAMIOE ¢N=(2-01ETHYL-AMINOE THYL)=2-ETHOXY
OEXTROMETHORPHAN HYOROBROMIDE

OEXTROMETHORPHAN HYDROCHLOR1OE

OEXTROMETHORPHAN HYDRO10010E

TESTOSTERONEy 19-NOR/NANOROLONE/
N-NONYLCINNAMAMIOE

CARAMIPHEN
2-METHOXY-4-ALLYLPHENOXYACETAM10EsNyN-OIPRCPYL
2-METHOXY-4-ALLYLPHENOXYETHOXYACETAMIDE yNyN-O1ETHYL

B8-(2-MEO-4-ALLYLPHENOXY)—ETHANOLOXYACETAMIOE ,NyN-O1ET

1-(M-MEBENZYL )-3-(N-O1ETCARBAMOYL)P1PERIDINE
1-(P-MEBENZYL)-3-(N-O1ETCARBAMOYL)P1PERIOLINE
1-(M-MEOBENZYL )-3- (N-D1ETCARBAMOYL)PIPERIDINE
1-(P-MEOBENZYL )-3—-(N-OLETCARBAMOYL )P1PERIOINE
POTASS 1UM OOOECYL BENZENESULFONATE

SOD1UM OOOECYL BENZENESULFONATE
P=T—0OCTYLPHENOXYMONOETHOXYETHANOL/OPE-1/
N-ME-3-ETHOXYCARBONYLPYRIDINIJUM NONYLSULFATYE
N-ME-3-METHOXYCARBONYLPYRIOINIUM OECYLSULFATE
LINOLELIC ACl1O

OLELC AClO
PLlPERIOINEy 1-0ECYL » 3-(N-ETHYLCARBAMYL)

. PLPERIOINEy 1-DECYL y3-(NyN-OIMETHYLCARBAMYL (

OCTAQECANDOLIC ACLO/STEARIC AClO/

TRIPHENYLSULFONIUM THIOCYANTE

N-PHENYL -P-PHENYLBENZAM10INE

N-PHENYL -P-PHENYLBENZAMIOINE
2=HYOROXYNAPHTHOQU INONE 3- (W=PHENYLPROPYL)
OI1CLOXACILL IN

CLOXACILLIN

OXACILLIN

OXYPHENBUTAZONE
2~HYOROXYNAPHTHOQUINONEy 3- ( W=CYCLOHE XEN=3YL-PROPYL)
T-CL-446-01MEO-6"-ME-2"-PROPOXYGR15-2"-EN-3,4*-010NE
7-CL-4,6-01MEO-6"-ME-4"-PROPOXYGR]1 S-3'-EN-3,27010NE
T-CL—-6+2"-0 lETO-4-MEO-6"-MEGR1S-27-EN-3,4"-010NE
RHOD1A¥7746/TRIFLUOTRIMEPRAZINE/
RHOO1A#7746/TRIFLUOTRIMEPRAZINE/

THEBAINE

THEBAINE (PARAMORPHINE)

OOSULEPINE

CYAMEPROMAZ INE

CYAMEPRCMAZ INE

TR1PROLIDINE /PKA = 9.50/

ACEPROMAZINE

AC EPROMAZINE

ACEPROMAZINE

B1S(P-AMINOSAL ICYLIC AC1D) AMYL ESTER

MEPAZINE

MEPAZINE

THIAMINE, S-BENZOYL

THIAMINE,O-BENZOYL
2-HYOROXYNAPHTHOQUINONE, 3— ( W—C YCLOHEXYLPROPYL)
2=HYOROXYNAPHTHOQUINONEy 3-(2-METHYLOC TYL~-7-0ONE)
2-HYOROXYNAPHTHOQU INONE, 3-(B-CARBOXYOC TYL)
2=-HYOROXYNAPHTHOQU INONEy 3- ( 2-ME-6-CARB OME THOXYHE X)
CHLORIM1PRAMINE

ERGOMETRINE/ERGONIVINE/

ERGOMETRININE

THIAMINE MONOPHOSPHATE,S-BENZOYL
2(A-ME-A-P-CLPHENYLBENZYL-0OXY)-NyN-O 1MEPROPYLAMINE
IMIPRAMINE

1M1PRAMINE

IMIPRAMINE

IMIPRAMINE

10 ~-HYOROXY 1M IPRAMINE

2-HYOROXYIMIPRAMINE

2-HYOROXYIMIPRAMINE

2-HYOROXYIMIPRAMINE

IMIPRAMINE-N-OXIOE

IMIPRAMINE-N-OXIOE

IMIPRAMINE-N-OXIOE

METHOTRIMEPRAZINE

METHOTRIMEPRAZINE

Ny N-OIPHENYLCARBAM1C AClO,OIETAMINOETHYL ESTER

1y 4~NAPHTHOQUINONE s 2-W-CYCLOHE XYLPROPYLHYORAZINO
METHIOMEPRAZ INE
METH1OMEPRAZ INE
TH1AMINE BENZYL
THLAMINE BENZYL
THIAMINE BENZYL O1SULFIOE

THIAMINE BENZYL OISULFLOE

1y 4~ ANOROSTAOIENE-3,17-0I0NE

49 6~ ANOROSTAOIENE-3,17-0I0ONE
2=HYOROXYNAPHTHOQUINONE, 3-NONYL
2-HYOROXYNAPHTHOQUINONEy 3= ( 7~0H-7-METHYLOC TYL)
METHOTRIMEPRAZINE HYORQCHLOR IOE

Ny N-OICYCLOPENTYLCINNAMAMIOE

PROPOXYPHENE CARBINOL

PROPOXYPHENE CARBINOL

OISULFIOE
O1SULFI0E
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NO.

5301
5302
5373
5304
5305
5305
5307
53rs
53C9
8310
5311
5312
5313
5314
5315
5216
5317
5318
5319
5320
5321
5322
5323
5324
5325
5326
5327
5324
5329
5310
53121
5322
5333
£334
5335
5336
5337
5318
53139
5340
5341
5342
5343
5344
534§
5346
5347
5348
5349
5350
§3¢1
§382
5353
5354
5355
5356
5357
5358
5359
5360
53¢l
53¢&2
53¢3
5364
5365
5366
5367
53¢8
5369
5370
5371
5372
5373
5374
5375
5376
5377
5378
5379
5380
5381
5387
5383
5384
5385
5386
5387
5388
€389
5390
5391
5392
5393
53964
5395
5356
€367
5368
5369
5400

SOLVENT

CHCL?

ChCL3

N1ETHYL ETHER
N-FFPTANF
CHCLZ

WL EYL ALCNHOL
CHCL3

CHCL3

CHCL3
N=FEPTANF
ACTANUL
OCTANOL
D1ETHYL ETHER
N=-FEPTANE
N=FFPTANF
N-FEPTANE
N=-FEPTANE
CHCL3

CHCL?

CHCL3

CHCL3

OLEYL ALCOROL
AL FYL ALCOKGL
CHCL3

CHCL3

NCTANOL

1JC TANOL
N=FEPTANE
N=FFPTANE
CHCL3

CHCL3

CCLe

CCLea

ICTANOL
OTETHYL ETHER
CYCLOHEXANF
NCTANDL
1-RUTANOL
0CTANOL
OCTANOL

CHCL3

HEXANE

HEXANE
OCTANOL
CYCLOHFXANE
21LS

CHCL3

CHCL3

CHCL3

NCTANOL
ACTANOL
D1ETHYL ETHER
3EN7ENE
11=-1-PR,
N=FFPTANF
CHCL 3
CYCLOHFXANE
CYCLOHEXANE
DIETHYL ETHER
J1FTHYL ETHER
N1IFTHYL ETEFR
CHCL3

n1lcs

CHCL3

JTFTHYL ETEFR
D1ETHYL FTEFR
D1ETHYL ETFER
N~-FEPTANE
CHCL3

DLFYL ALCOHOL
DLEYL ALCOHOL
JCTANOL
NCTANDL

amns

LEYL ALCORCL
ICYANOL >
OCTANOL

CHCL3

CHCL3

CHCL 3
N=-HEPYANE
N=-FEPTANE
TLEYL ALCOHOL
CHCL3

CHCL3

CHCL3

CHCL?

CHCL3

CHCL3

ACTANOL

CHCL3

CHCL 3

CHCL 3

CHCL 3
SEC-BUTANDL
N=RUTANOL
ICTANOL
ICTANE

fHCL?

CHCL?

“THER

REF FOOT
MOTF
482 68
432 69
457 62
438
491 46
489 27
464 46
464 46
464 46
498
261
65
502
438
477
477
498
533 46
464 46
464 46
583 46
473
473
464 46
464 46
65 46
65 46
443
443
412
412
412
412
227
465 62
141
227
4
504 40
227 61
482 68
456
456
483 44
141
s0s5 23
482 68
486
482 68
186
218
317
405 31
488
416 14
482 68
49%
495
143 62
143 62
465 62
486 46
565 23
4832 68
143 62
143 62
143 62
4717
491 44
142
142
218
216 34
462
%89 27
216 79
216 56
464 46
464 46
464 46
498
477
142
464 46
464 46
464 46
533 44
523 46
464 46
503 46
464 46
464 46
484 46
593 46
84 19
159
438
57
464 46
404 46

Lose
SNLv

=1.15
1.95
3,93
re37
=2,00
2,24
2.93
2,86
3.29
G.49
3.32
.31
1.94
N.32
2.51
(75
=005
2.77
2,73
3.13
3.00
G4e 28
3.78
3.27
3.36
=0.08
l.32
3.30
5.26
4445
4456
3.29
3.50
1.74
2499
4040
3.67
=1.15
l.16
-1485%
217
1,27
1a72
4492
4022
3.40
=CeT2
1.R6
1,44
1.73
1.83
l.04
1.290
=1.69
1.98
1.67
1.86
2.06
44 97
6,70
4427
=C.a0
2.61
=1.22
Te28
T.13
2.67
~3.49
-1e32
1.45
1.80
440
4,18
3.50
3,73
2.18
1.97
3,48
3.30
3,79
f,T2
3,02

209 -

2.93
3.05
3.13
3.33
3429
3.2n
3,95
3.02
3.56
.31
3,43
=1.51
re32
2.73
3,16
2,19
3,6C

LaGP
acT

-c.e7
2,43
3.57

3.77

3.32
3.31
3.20

leT7a
2.67

3.67
=2.12
la16
-1.85
2,63

-9.C5
2.28
1.95
1.73
1.83
1.65
1438

4449
5,98
3.87
.23

=Ce53
6451
6436
2.46

2.€0C
2435
4,40
4,18
3.40
4427
2.18
1.97

2464

2,85

=2.,6?7
-r,10
2.72

0 »ZZ

won

W aZzZZZ

T

Z >

» >z

@ "o

FMPIRICAL
FNRMULA

C19H25N351
C19H25N3S81
C19H26N2C2
C19H2602
C1l9H27HR1N1DO3
C1l9H2TN3C2
C19H283R1IN1D4S]
C19H28CLINLO4S)
C19H2811N104S1
C19H2802
C19H2802
C19H2802
C19H2802
€1942802
C19H29N1C1
C19H29N1C1
C19H29N1C2
C19H?9N1C4S1
Cl9H29N104S1
C19H29N1C5S1
C19H30N2D4S1
Cl9H3LIN104
Cl9H31INIDS
C19H33N106S1
Cl9H33N106S]
C19H34BRIN]
C1l9H348R1INL
C20H13N1S1
C2CH13N1S!1
C20H16CUIN202
C2CHI6CULN202
C20H16CUIN202
C2CH16CU1IN202
C20H16N2C4
C20H1604
C20H19N102S1
C20HI9N1C3
C20H19N1C5
C2CHIS9N1DB
C2CH22N8 (5
C2CH23CLIN2S1
C2NnH23(CL 106
C20H23CL106
C20H23N1
C20H23N104
C20H24CL1IN301
C2CH24CL1IN3S1
C20H24CL2N2S1
C20H24N20181
C2CH24N202
C20H24N2C2
C20H24N202
c20H24N2C2
C20H24N202
C2NH24N2C6
C20H24N2S1
C2CH24N402
C20H24 N4 02
C20H2403
C2CH2403
C2CH?404
C20H25CL2N3S1
C2IH25N3
C20H25N3S1
C2GH2603
C20HP 603
C20H2605
C20H28N203
C20H298R1IN103
C2CH29N102
C20H29N1D2
C20H29N302
C20H29N3C2
C20H29N302
C2GH29N302

C20H29N302 .C2H402
C20H29N302.C8H6 04

C2CH30BRINID4S]
C2GH3NCLINLO4S]
C2013N11IN104S]
C2CH3202
C2NH3INICL
C20H31INICS
C2CH31N1N4S1
C2CH31IN104S]
C2CH31INL10GS]
C2CH31N104S1
C201M31IN104S1
C2CH31IN1C4S]
€20 1131N1C4S1
C27H3(NIC5S81
C2CiH2LIN15S81
C27H31IN1C5S]
C2C132N2C4S1
C2DHI2ZN6(1 252
£20 H3I2NB
C2rH32D6
C20r3403
C201N351810681
C20HISN1IC6S]

NAME

AMINDPPDMAZINE

AM (NOPROMAZ INE

15 4=NAPHTHAQUINONE, 2-NONYLHYIRAZINO
4-ANDROSTENE-3,17-D10NE

ATROIPINE-ETHYLBROMIDE

CINCHONINAMENE ,N-(2-01ETHYL-AMINOE THYL)-2-PROPOXY
N=METHYL-6-8RNMOQUINOL INTUM NONYLSULFATE
N-METHYL-6=-CHLOROQUINOLINIUM NONYL SULFATE
N-METHYL=-2-1090QUINILINIUM NONYLSULFATE
EPITESTOSTERONE

TESTOSTERANE

TESTOSTERONE

TESTOSTERONE

TESTOS TERONE

CYCRIMINE

PROCYCL1NINE

TESTOSTERONE OX1ME

N-METHYL-1-QUINOL INIUM NONYLSULFATE
N-METHYLQUINOL INIUM NONYLSULFATE
N-ME-B-DH-QUINOL INIUM NONYL SULFATE
1-METHYL-3-AMINOQUINOL IN1UM NONYLSULFATE
3-ET0-4-BUTDXYBENZDLIC AC10,01ETHYLAMINDETHYL ESTER
3,455-TRIETHOXYBENZOI1C ACID,01E THYLAMINDE THYL ESTER
N-ME-3-ETHOXYCARBONYLPYRIOINIUM DECYLSULFATE
N=-ME-3-METHOXYCARBONYLPYRIOINIUM UNDECYLSULFATE
B8ENZYLOLMETHYLOECYLAMMON1UM BROMIOE
TETRADECYLPYRIDINIUM BROMIOE

PHENOT F1AZINE, 3,4, 6, 7-01BENZO

PHENOTHIAZINE, 142,8,9-D1BENZO

8=QUINOL INCLO(2-METHYL }(B1S)=-CU(11)
B8-CQUINOLINOLO(4-METHYL }(B18)-CULL])

B8-QU INOLINOLO, 4-METHYL (B815)-CUl 111

8-QU INDL INOL Oy 2-METHYL (B1S)-CU(11)

CAMPTOTHECIN (NCS 9460C
2-HYOROXYNAPHTHOQU INONEy 3- ( 3-P-TOL YL PROP YL -3-0NE)
1y 4-NAPHTHOQU INONE, 2=ANIL INO,3-BUTYLTHIO
ACRONYCINE (NCS 4C3169)IPKA IN 40% MEOH= 3.40)
BERBERINE
4=DED(METHYLAMINOTETRACYCL INE
METHOTREXATFE {1PKA (N 30% MEDH =
SANDOZ#6524

2® -BUTOXY=7-CL-4,6-01MEQ-6'-MEGR1S-27~EN~-3,4*-010NE
4*-BUTOXY-7-CL—4,6-D1MEO-6’-MEGR1S5-3*~-EN-3,2D10NE
AMITR1PTYLINE

A=-CARBETHIXY-B-AN1L INO-B-PHENYLPROPIONIC ACl1O,ET.EST.
ACRIDINE, 2-CL-7-MED-5(2-D1EVYAMINO-2-ETAMINO!
PROCHLORPERAZINE

2-CL-10-(2(2-N-MEPIPERIDYLJETHYL IPHENOTH1AZINE HCL
PROP1DOMAZINE

QUININE

QUININE

QU ININE

QUININE

GININE

A1S(P-AMINUJSAL ICYL1IC ACID)
SANOQZ#645T
BENZ1IMICAZOLF, 1-DIETHYLAMINOETHYL,5-N1TRO,2-BENZYL
BENZIMIDAZOLE, 1-01ETHYLAMINDETHYL, 6-N1TRO,2=-BFNZYL
2-HYOROXYNAPHTHOQUINONE. 3-( W=CARBOME THOXYOCTYL)
2=HYORNXYNAPHTHOQUINONE, 3- [Ww—CYCLOHEXYLBUTYL
2-HYDROXYNAPHTHNQUINONEy 3-(DECYL-T-ONE
PROCHLORPERAZINE HYOROCHLORIDE
ACRLIDINEs5=-(D1ETHYLAMINOPROPYLAMINO}

PERAZINE

2-HYDROXYNAPHTHOQU INONE, 3-0ECYL
2-FYOROXYNAPHTHOQUINONE, 3-1-DECYL
2-HYOROXYNAPHTHOQUINONE, 3-(9,10-0LHYDROXYOECYL)
OXYPHENCYLAMINE

ATROPINE-N-PROPYLBROMI10E
2-METHOXY=-4-ALLYLPHENOXYACETAMIDEZN-ALLYL-N-MEBUTYL
2-METHOXY-4-ALL YLPHENOXYACETAMIDEsNyN-01BUTYL
DIBUCAINE/PERCAINE/

DIBUCAINE/PERCAINE/

D1BUCAINE/PERCALINE/

Ol BUCALINE/PERCAINE/

O1BUCAINE ACETATE

01BUCAINE PHTHALATE

N-METHYL -6-8ROMOQU INDL IN1UM DECYLSULFATE
N-METHYL-6-CHLOROQUINOL IN1UM OECYL SULFATE
N-METHYL~=2-100DQUINILINIUM OECYLSULFATE
TESYOSTERONEy 1 7T-A-METHYL

TRIHEXYLPHENFOYL
2-METHOXY=4=-ALLYLPHENOXYACETAMIDEy Ny N=-D1-T=-8UTYL
19 2-0OIMETHYLQU INDL IN1UM NONYLSULFATE

1, 4=DIMETHYLQUINOL IN1UM NONYLSULFATE

15 6=DIMETHYLQUINOUINIUM NONYLSULFATE
15B8-01METHYLQU INOL (N1UM NONYLSULFATE
N-METHYL-1-2UINCLINIUM DECYL SULFATE
N=-METHYLQUINOL IN1UM DECYLSULFATE

192, 6=-TRIMETHYLQUINOLINIUM DCTYLSULFATE

N=-ME=-6-ME THIXYQU (NOL IN1UM NONYLSULFATE
N=ME=8=-0H=QU INNL IN1UM OECYLSULFATE
N-ME-3-METHIXYQUINOL INTUM NONYLSULFATE
1=METHYL=3-AMINOQUINOLINIUM DECYLSULFATE
GLUTATHIONFE N1SULPHIDE
4=ANOROSTENF=3,17-J10NE=-19-DEME THYL
GLUCDPYRANDSIOE, 3, 5-D1(T-8UTYL)PHENYL
P-T-0CTYLPHENOXYD(ETHOXYETHANOL /OPE=2/
N-ME=3-RUTOXYCARBONYLPYRIOINIUM NONYLSULFATE
N=ME=3=FTHOXYCARBINYLPYRIDINIUM UNDECYLSULFATE

4470)

HEXYL ESTER

(BETA)
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NCe

54C1
5402
5403
5404
54C5
5406
54C7
5408
54C9
5410
5411
5412
5413
5414
5415
5416
5417
5418
5419
5420
5421
5422
5423
5424
5425
5426
5427
5428
5429
54320
§412]
5412
5433
5434
54135
5436
5437
5438
5419
5440
5441
5442
5443
5444
5445
5446
5447
5448
5449
5450
541
5482
5453
5454
5455
5456
5457
5458
5459
5460
5461
54€2
54€3
S54€4
5465
5466
5467
5468
5469
5470
5471
5472
5473
544
5475
5476
5477
5478
5479
5487
5481
5482
5483
5484
54¢€5
5486
5487
5488
5489
5490
5491
5492
5493
5494
5498
5496
5497
5498
5499
5500

SOLVENT

CHCL3

8ENZENE
BENZENF
RENZENE
BFNZENE

CHCL3

DIETHYL ETHER
PARAFFINS
PARAFFINS
PARAFFINS
JCTANOL
OCTANOL
I-RUTANOL
OCTANOL
DlETHYL ETHER
CHCL 3
Dl-1-PRe
NCTANOL
CHCL3
CHCL3
ACTANOL
ETEYL DLEATE
CHCL3

CHCL3

CHCL3
NODECANE

OC TANNL
JCTANOL

CHCL3
N-HEPTANE
niLs

CHCL3

CHCL 3

CHCL 3

CHCL3
N-HEPTANE
CHCL3

D1ETHYL ETFER
1-8UTANOL
OCTANOL

CHCL3

OlETHYL ETHER
DIETHYL ETHER
ETHYL DLEATE
CYCLOHFXANE
CHCL3

CHCL3

CHCL3
N=HEPTANE
N-HEPTANE
PRI(™,
HEXANDL
QUFTHYL
DIFTHYL
HE XANF
DUETRYL
OLETHYL
NCTANOL
JCTANNL
DIFTHYL
SENZENE
(=8UTANDOL
DIETHYL ETHER
DIFTEYL ETHER
N-HEPTANE
OCTANOL
D1ETHYL ETHER
1-BUTANOL
OTETHYL ETHER
0OCTANOL
N-FEPTANE
HEXANE
N=FEPTANE
N-+HEPTANE
N-FEPTANE
OCTANOL
O1ETHYL
BENZENE
O1ETHYL
OlETHYL
BENZENE
1-BUTANOL
CHCL3
CYCLOHEXANE
OCTANOL
OCTANOL

NLEYL ALCOFOL
CHCL3

CHCL3

CHCL3
CYCLOHEXANE
CHCL3

CHCL3

CHCL3

CHCL3

CHCL3

CHCL3

OCTANOL

CHCL3

CHCL3

ETHFR

ETHER
ETHER

ETHFP
ETHER

ETHER

ETHFR

ETHER
ETFER

PENTANOL S

REF

464
478
478
478
478
455
465
499
499
499
276
504
130
218

506
488
504
482
4872
218
494
482
482
482
475
469
475
486
477
505
482
482
482
482
416
482
143
130
227
486
502
5n2
494
49§
482
482
322
136
136
181
181
143
143
507
502
508
227
218
502
507
13C
502
508
477
261
502
130
502
261
498
507
498
498
498
261
502
507
502
508
507
132
491
446
5C9
509
489
464
464
464
446
464
464
464
503
503
464
503
464
464

FONT
NOTE

46

8

62

40
12

17

40
68
69

68
69
68

46
46

23
68
68
68
69
14

62

46

68
69

44
44
10
18
62
62

12

12

46

31
31

46
46
46

46
46
46
46
46
46
46
46
46

LosP
SOLv

2,72
-C.31
-C.72
-C.77

Ce20

8.60

2.99

2.76

2.15

2,98

5.06
-0, 60
-C.66

1493

C. 34

1e78
=0.21
-C.08

2.20

3.18

1.23

1.27

Ce52

3,49
-Ne43

4411

1.84

1.69
=-0a15

C.38

2437
=1.40

1.50

C.50

2.57

2.19

2.04

Tels

2400

1.46

2,30

Ne29
-Cel2

1.53

le3C
=-C.25

2.43
-1.38

1.09

r.78

-C. 7
=C. 77

T.69

4,36
-1.52

C.05

.00

1.42

lan?

C.15
-N,C4

1.89

.37

0,36

2,79

2,37

2.78

2440

1.72

2.88

Ne56

0,39
-1.18

Q.18
-D454

2.46

0,66

1.00

N,21

0.11
-Te49

174
=leb4

4.14

4432

4435

4etl

3.99

3,78

4421

3445

.49

3,49

3e62

3,84

3.72

3,78

4,50

3.79

3.56

LoGP
ner

C.33
Ce 05
feCl
Ce69

1,37
T.B4
l.42
1.647
1.47
1.33
2.02
l1.68
1.15

3,87
4401
2. 86
2499
2.88

2.46
1.97
2437
1.53
Ce96
QeB9
1493

4,32
4435
4498
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EMPIRICAL
FORMULA

C2CH35N10651
C20H38N2C1
C20H38N2C2
C20H40N201
C2CH4NN2C1
C21H18N4S1
C21H1304
C21H20N201
C21H2AN2C1
C21H29N202
C21H200381
€21H421CLIN2ZT8
C21H21CtL1N218
C21H22N2172
C21H22N2C2
C21H22N2C2
C21H22N2C2
C21H22N207
C21H23F3N2S1
C21H23F3N2S1
C21H23N102
C21H23N1CS
C21H23N3(181
C21H23N301S1
C21H24F3N3S$1
C21H24F3N3S1
C21H24N204

C21H25CL1F3N3S1
C21H25CL1F3N3S1

C21H25N101
C21H26CL1IN301

C21H26CL1IN301S1

C21H26N20151
C21H26N20182
C21H26N2C182
C21H26N206
C21H26N282
C21H2693
€21H2605
C21H2605
C21H27CL1IN2S2
C21H27F105
C21H2TF1C6
C21H27N1C1
C21H27N3UlL
C21H27N3S2
C21H2TN382
C21H27N705
C211H28N2C3
£21H28N203
C21H2BNTCL1TP3
C21H28NT(C17P3
€21142803
C21H2304
€21112804
C21H2805
C21H2380%
C21H28725
€2142805
C21H2805
C21H2805
C21H28D5
C21H29F1C5
€21H29F1C5
C21H29N101
C21H3702
C21H3902
€2143002
C21H3003
€21H3203
C21H3003
€21H3ND3
C21H3703
C21H3703
C21H3203
C21H3004
C21H30D4
C21H3204
C21H3905
C21H3005
C21H3205
C21H3205
C21H31BRIN1O3
C21H31N101
C21H31N1C3
C21H31N103
C21H31N3C2

C21H328R1IN104S]
C21H32CHLINLOV4ST

C21H3211N1D4S)
C21H33NIC1
C21H33N104S1
C21H33N104S1
C21H33N1C4S1
C21H33N104S1
C21H33N104S1
C21H33N104S1
C21H33N104S1
C21H33N1C4S1
C21H33N10551

NAME

N=ME=3=METHOXYCARBONYLPYRIDOINIUM ODDECYLSULFATE
PIPERIOINE, 1=-NECYL » 3= (N=PYROL1DINO-FORMYL)
PIPERICINE, 1=-DECYL, 3= (N=MDRPHOLINN=FDRMYL)
PLPERIOLINE, 1=DECYL s 4=(Ny,N=OLETHYLCARBAMYL) 81
P1PERIOINE, 1-DECYL » 3= (NsN-D1ETHYLCARBAMYL}
THI0CARBAZNNE, J1-A=NAP THYL
2-HYDROXYNAPHTHOQUININE, 3= [ 5-PHENYLPENTYL -5-0ONE |
P-ETHOXY=N=(4=D1PHENYL /-BENZAMIO(NE

P=PHENYL =N=(P=ETHOXYPHEN YL }=8ENZAM1D INF

3, 4=DIMETHOXY-N~-(4=N1PHENYL I-BEN7AMIOINE
1-(2-1~PROPYLPHENYLTH1OME }-3-CARBOXY-8-NAPHTHOL
DEMETHYLCHLDRTETRACYCL INF
DEMETHYLCHLORTETRACYCL INF

STRYCHNINE

ST RYCHNINE

STRYCHN INF

STRYCHN(NE

6=DEMETHYL=-6-0EOXYTETRACYCLINE

SANDDZ#102-768

SANNNZ#17-168

COLCHICEINE

HEROIN /D1ACETYL MDRPHINE/

PROPERICLAZINE

PROPERICLAZINE

TRIFLUOPERAZINE

TR1IFLUOPERAZINE

QU INAZOL IN-2-0ONE, 1-METHYL=4-PHENYL-6-TR1ETHOXY
TRIFLUOPERAZINE HYDROCHLORIDE

TRIFLUOPERAZINE HYDROCHLORI1OE

BENZTRNOPINE

ACRLOINE, 2-CL-7-MEN=-5(2-DIETAMINO=3=-PR=-AMIND)
PERPHENAZINE

SANDOZ#KS$33

MESOR1ODAZINE

MESORIDAZINE

B1S(P=-AMINDSAL ICYLIC AC1D) HEPTYL ESTER
THI0R1DAZINE
2-HYOROXYNAPHTHOQUINONE, 3-{ W-CYCLOHE XYLPENTYL)
PREONISINE |

PREONLISONE (NCS 10023E1

THIOR1DAZINE HYDROCHLORINE
6=A=FLUNRD=-PRENNISOLONE

TR1AMCINDLONE

METHADDNE

BENZIMIDAZOLE, 1(2-DIME-AMIND ,2=-ME}ET,2=-P-ETD=-BENZYL
SANONZ#7834

SANODZH#TB34

NOR=PURIMYCIN (TYRDSINE DER1IVATIVE!

H1RSUT INE/PSEUDNO CUNF1G./
1SOCORYNANTHEIDINE/FPLALLO CONFI1G./

NaLP

NACP

2-HYNRCXYNAPHTHDQUINANE, 3= 1-UNBECYL
2-HYDROXYNAPHTHOQUINONE ,y 3= (W=D IMETHYL=W=CH-NCTYL})
4—PREGNENE=21-IL53,11,20-TR10NE

PREONISOLINE

PREONLSOLONE

PREDNISOLONE (NCS 9120£)

4=PREGNENFE, 17-4,21-210L,3,11,20-TR1IONE/CORTISONE/
4=PREGNENE, 17-A521-010L3,11,20=-TRIONE/CCRTLISOANE/
4-PREGNENE, 17-4,21-210L,3,11,20-TR10ONE /CORT1SONE/
4=PREGNENE, 17-A,21-011L+3,11,20=-TRIDNF/CORTI SONE/
9=A=FLUIRD-HYDROCURT1SONF
9=A4=FLUURUHYNRNCOR TISONE

OLMETHYLAY (NOETHYL=-2=-T=BUTYLRENZHYORYL E THER
PRCGESTERONE

PROGES TERONE

PROGESTERONE

OESOXYCORT (COSTERONE
4=PREGNENE=21-DL,3,20-D(DNE/NENXYCORTICOSTERONE/
4-PREGNENE-21-0L,3, 2C-010ONE/OFOXYCORTICOSTERCNE/
4=PREGNENE-21-0L, 3, 20-010NE/DEOXYCORTICOSTERONE/
PROGES TERONE, 11-A-HYDROXY
PROGESTERUNE, 1 7-A=-HYDRDXY

PROGES TERNNE, 11-8-HYORD XY
11-NESCXY=17=-HYDROXYCORT 1COS TERONE
4=PREGNENF-11-8,21-2101-3,20-D10ONE/CORTICCSTERONE/
4=PREGNENE,11-B,21-010L»342C-D1CNE/CORTICOSTERONE/
HY CROCDRTISNNE

HY OROCUORTISINE

HYOROCDRT1STINE

HYDROCORT1SONE

AT ROPINE=N=RBUTYROBROM10F
N-CYCLOUOOECYLCINNAMAM 1DF
3(N,N-OIMEAMME-2-NORBORNANYL } 4-BUOXYBENZOA TE/END/
3(N, N=OIMEAMMF=2-NIRBORNANYL }4-BUOXYBENZOA TE/E X0/
CINCHONINAMIOF yN={2-01CTHYL=-AMINOE THYL }-2-PENTOXY
N-METHYL=-6=8R=QUNINIL INIUM UNNECYL SULFATE
N=METHYL=6=CL=QUN (NIL IN1UM UNDECYLSULFATE
N-ME=2-10002U (NNL IN1UM UNNECYLSULFATE
N=CONECYLCINNAMAM1DE
1,2=-D(METHYLQUINOL INIUM
1, 4=DIMETHYLQUINDL (N1UM
156=DIMETHYLQUINIL (N1UM OECYLSULFATE
15 B=N(METHYLQUINOL IN1UM OFCYLSULFATE
N=METHYL=(=0U (NDL (NTUM UNDECYLSULFATE
N=METHYLQUINOLINIUM UNOECYLSULFATE
1,2, 6=TRIMETHYLQUINIL INTUM NANYLSULFATE
152, 6=TRIMETHYLQU (NOL INTUM NONYLSULFATE
N-ME-6=METIKIXYGUINDU INTUM OECYLSULFATE

OFCYLSULFATE
DECYLSULFATE
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NC .

5501
§5n2
55771
5504
5505
5506
5507
5508
55rg
£51n
551¢(
8c12
5511
£51¢4
5515
5516
5517
5518
§519
5529
6521
5527
5523
58264
5525
5526
5527
£¢28
5529
5530
5571
5532
5533
5534
551§
5536
€537
5518
5533
5%40
5541
5547
5543
5544
5545
LLEYS
5447
€548
5549
85505
5851
5667
5663
5554
€555
5556
5557
5583
5559
5560
55¢&1
5562
55¢&3
LT
£5£5
5566
5567
5568
5569
5570
5571
5572
5573
5574
5575
5576
5577
5578
5579
5580
5581
5582
€583
5584
55£5
5586
5587
5588
5589
559C
5531
5592
55¢3
55¢c4
55¢5
5554
5567
5568
5599
5607

SULVENT

€eL3

CHCL 3

CHCL 3
N=FUTANOL
THCL3

CHCL 3
ICTANNL
JCTANIL
NITRNORENZENE
CHCL3

CHCiL 2
N=RUTANOL
IFNZENF
JCTANDL
CYCLOHFXANE
CYCLOHEXANE
NCTANOL
JCTANCL
ICTANOL
(=RUTANOL
ACTANTL
NCTANOL
NCTANIL
(=BUTANDL
ACTANOL
N-FEPTANE
THCL3
THCL3
JLETHYL
CHCIL 3
HF XANE
JILS
DLFTHYL FTHER
N-FEPTANE
N=-HEPTANE
N=FEPTANE
CHCL 2
CYCLNHYFXANE
YCETYHYL ETHER
D(FTHYL ETHER
NIFTHYL ETHER
NTETRYL ETHER
DIETHYL ETHER
ACTANOL
N=-+EPTANE
8FNZENF
CHCL?3
CHCL3
CHCL 3
DTETHYL
ATETHYL
CTETHYL
DIETHYL
JLFTHYL
CHCL3
N EYL
CHCL R
cpee?
CHCL3
cHCL?
c4cL3
cHeL3
CHCL 3
CHCL?
CHC( 3
JCTANDL

CHCL3

CHCL3

CHC1 3

CHCL3

CHCL3

ICTAME

CHC 3

CHCL3

CHCL3

3FNZENE
CYCLOHEXANE
JCTANNL
OIFTHYL ETHER
1CTANDL
DIFTHYL ETHER
N=8UTANOL
(=PUTANOL
DIETHYL FTHER
DTETHYL FTHER
DCTANAL
CHC TANA.
DTETHYL
JLETHYL
CHCL?
DIETRYL
CHCL3
CHCL?Z2
SEN7ENE
I1LS
NIFTHYL ETHER
CHCL3
N=FEPTANE
N=FEPTANF
N=FEPTANE

ETHER

ETHER
FTHER
2 THER
ETHER
ETHER

ALCOENL

ETHER
ETHER

ETHER

466
466
503
159
466
464

65
63
464
464
519
478
141
141
24
220
574
5n4
13¢
504
218
504
1310
504
477
482
482
143
486
456
505
a02
136
136
416
442
495
592
502
502
508
502
235
421
511
432
4B2
322
143
502
528
5392
502
491
489
464
464
464
4 64
464
%64
573
503
CY-T
503
464
464
464
464
5n3

7
464
464
464
478
141

50
143
268

253

502
502
504
504
502
143
486
522
482
482
415
5C5
502
482
(36
136
136

FoOT
NOTF

46
46
46

46
46
“6
46

46
46

4R
40
4%

40
19
40

40

68
69
62
46

23

44
46
14
68

67
44

68
69

62

46
28
46
46
46
46
46
46
46
&€
46
46
46
46
46
46
46

46
46
46

62

17
36

4C
4C

62
46

68
69
46

68
44
44
44

(NGP
SCLV

3.32
4,04
3.89
.99
3.56
3,96
1.83
1.71
0,55
3.23
3,95
"ed4
T.26
3.38
2,45
2,39
2.06
-0.904
=-C,39
-C,43
=0,02
-1.47
-1.25
-1.02
-1.12
=CeT4
=1.39
2.302
Tea2
=1.92
2.81
2.39
G.87
1.5¢4
1.22
2.26
2.29
1.99
1.51
Ce 68
n.59
C.82
.62
4418
2,65
-C.36
Ce2
2.07
Ce88
8+24
C.54
(]
2,44
1,71
=1.45
€.13
4ohH0
4.25
4,65
2,93
3,95
4406
4429
4,15
4a20
5,15
4,20
3,98
4429
4.59
4433
2450
3,91
4430
4a456
C.26
4,070
2.30
5.77
.62
=C,74

.1l

1.32
2.39
1.93
=C.04
0,95
1,66
7,37
[A-¥
1,57
=1.47
1.71
=1.64
2.41
1.91
2.29
1,38
2.02
re95

LOGP
acT

.86

5475

a3

2.30
5619
n.62
Cyl09
-N.36
1435
3,63
3.19
=0.04
C. 05
2.92
6.59
l.20
2486
=C,7
2.2¢C

3.17
274
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CuPIR1ICAL
FQORMULA

C21H33N10581
C21133410581
C21134N2C4S1
C21H34N8
C21H37N106S1
C21H37N106S]
£2114333R1INL
C211438CLINL
C21H338CLINLDL
C21H38N20581
C21H39N104S]
C21H39NTD12
C21H&IN2C1
22H15N10481
C22H15N1n4S1
C22H18N2C2
C22H21N10281
C22H22N2128
C22H23CLIN208
C22H23CLIN2D8
C22H24N208
C22H24N208
C22H24N208
C22H24N208
C22H24N2D9
C22H25N103
C22H26F3N3D1S1
C22H26F3N30181
2242603

C22H2TCLLIF3N301S)

C22427CL 106
€22H23CLIN3D1
C22H28F2C5
C22H2BN203
C22H28N2D3
C22H28N2C6
C22H2BN2S2
C22H28N4C3
C22H29F104
C22H29F105
C22H29F105
C22H29F1CS
C22H29F 105
C22H29N102
C22H23N1N2
C22H29N107
C22H29N3S2
C221129N352
C22H29NT05
C22H3003
C22H3205
€22H3005
C22H31F103
C22H31F1N4
C22H338RIN103
€22H33N3C2

C22H34BRINL1D4S]
C22H34CLINICSS]

£2211341T1INL114S1
C22H35N1C4S1
C22H35N1D4S1
C22H35N1D4S1
£22H35N1C481
C22H35N10481
C22H35N104S1
€22H35N1C4S1
C22H35N10481
C22H35N10581
C22H35N10581
C22H35N10581
C22H36N20451
€22d3805%
C22H39N1C681
C22H39N1C681
C22H41N1D4S1
C22H44N201
C23H138N202
C23H20N20381
C23142203
C23H?5CL1IN2
C23H26N204
C23H26N204
C23H26N204
C23H2TCLLIF206
C23H27F306
C23H27N307
C23H27TN307
C23H28F2C6
C23H2803

C23H29CL2N30251

C23H29F106
C23H29N30281
C23H29N3C281
€2314308R1IN103
C23H30CLIN301
C23H39F205
C23H30N2C1S1
C23H32N204
C23H30N2C4
C23H3IN2Cs

NAME

N-ME-8-METHOXYQUINOL IN1UM DECYLSULFATE
R=ME=-B-DH=-3U(NOL INTUM UNDECYLSULFATE

1-METHYL =3-AMINOQUINOL (N1UM UNDECYLSULFATE

4= ANDRCSTENF=3,17-D10NE
N=-ME-3-8UTUXYCARRONYLPYRIOINTUM OECYLSULFATE
N=ME=-3=FTHIXYCARBONYLP YR 1DINIUM OOOECYLSULFATF
HEXADECYLPYRIDINIUM AROMIDE
HEXAOECYLPYRIDINIUM CHLOP10E
HEXAOECYLPYRIDON TUM CHLOR (D€
N-ME=3-FORMAMIDOPYRIOINIUM TETRADFCYLSULFATE
1, 2-01METHYLPYRIDINIUM TETRADECYLSULFATE
STREPTUMYCIN (AS TRI-P-TOLUENESULFONATE)
PIPERIDINE, 1-DECYL,3-(N-PIPER1DINO-FORMYL)

1y 4=NAPHTHOQU (NONE, 2=-ANTL INO=3-PHENYLSULFONYL
15 4=NAPHTHOQUINONE, 2= ANILINOy 3=PHENYL SULFONYL
MALON-C1ANIL10E,»BENZAL
3=TRITYLTHIO-L AL ANINE/NSC-83265/
METHACYCL INE

CHLNORTETRACYCLINE

CHLORTETRACYCL INE

QDXYCYCL INE

TFTRACYCLINE

TETRACYCL INE

TETRACYCLINE

DXYTETRACYCL INE

TROPINE BENZILATE

FLUPHENAZINE

FLUPHENAZINE
2-HYDROXYNAPHTHOQUINONE 3- TR=4~CYCLOHE XYLC YCLOHEXYL
FLUPHENAZINE HYDRNCHLORIDE
T-CL=4?=-HEXOXY=4,6=-D1MED-6*-MEGR156-3*-EN-3,27D10NE
ACRIOINE, 2=-CL-7-MEOQ-5(2-D1ETAMINGO-4-BU-AMINO)
6=A=FLUORN=DEXAMETHASONE

CDRYNANTHELIDINE/ALLD CONFIG./

01 HYOROCNRYNANTHE INE/NORMAL CONF1G./
B1S(P=AMINDSAL ICYLIC ACL1N) OCTYL ESTER
SANDOZHTT418

BENZIM(DAZOLE, 1-O1ET-AMINOET-2-(P-£TD-BENZYL)-5-NO2
6=A=METHYL=-9=-A=-FLUORO=-21-DESOXYPREON1SOLONE
BETAMETHASNONE

OEXAME THASINF

DEXAMETHASONE
6=A=-METHYL-9-A-FLUORO-PREDN] SOLONE
PROPOXYPHENE

PROPOXYPHENE

RHONDMYC IN

THIETHYLPERAZINF

THIETHYLPERAZINE

PURCMYCIN

2=-HYDRDOXYNAPHTHOQUINONE » 3-000ECYL
6=A=METHYL-PREONISNLONE

MFTHYLPREON1SOLONE
9-A-FL-11-8-0H=-6-A-*1F-4-PREGNENF-3,2C-01 ONE
6= A=METHYL=9=A=FLUDRO=NESDXYHYORUCOR T( SONE
ATRIIPINE=N=AMYLBROM1INE
CINCHININAMIOEsN=-(2-DI1ETHYL-AMINOE THYL )-2-HE XOXY
N=HMETHYL=-6-BR=-QUINILINIUM DOOEYLSULFATE
N=METHYL-6-CL-QUINNL IN1uM DOOEYLSULFATE
N-ME=2=-10D02QUINOL IN1UM DNNECYLSULFATE
1,2=D(METHYLQU INOL INTUM UNOFCYLSULFATE

1. 4=D(METHYLQUINOL (N1UM UNDECYLSULFATE
1,6-01METHYL QU INOLINIUM UNDECYLSULFATE

1, B=0(METHYLQUINOL IN1UM UNDECYLSULFATE
N-MFTHYL-1-QUINOL IN1UM DODECYLSULFATE
N-METHYLJUINOL IN1UM DODECYLSULFATE

192, 6=-TRIMETHYLQUINOLINIUM DECYLSULFATE

1525 6=TRIMETHYLQUINIOL INIUM DECYLSULFATE
N-ME=-6-METHOXYQUINOLINI1UM UNDECYLSULFATE
N=ME-8=METHOXYQUINOLINTUM UNDECYLSULFATE
N-ME-8-NH-QUNINOL INTUM DNDECYLSULFATE
1-METHYL-3-AMINOQUINOL IN1UM ODOECYLSULFATE
P-T-OCTYLPHENOXYTR1ETHOXYE THANOL/OPE-3/
N=-MF=3-BUTOXYCARBONYLPYRIDINIUM UNOECYLSULFATE
N-ME-3-METHOXYCARBONYLPYRIDINIUM TYETRAOECYLSULF
1,2, 5-TRIMETHYLPYR1DIN1UM TETRAOECYLSULFATE
PLPERIOINE, 1-DECYL , 3-(N,N, -DIPROPYLCARBAMYL)
19 4=NAPHTHDQUINONE, 2-ANIL INO,3-P-TOLUIDINO
SULFINPYRAZONE

2-HYOROXYNAPHTHOQUINONE 3-W-8-TETRALYLPROP YL
MALACHITE GREEN

BRUC INE

BRUC (NE

BRUC INE

69 9=A-01FLUDRO-16-4A-CL-PREDN1SOLONE ACETATE
6,9,16=-A-TR1IFLUDRO-PREDN1ISOLONE ACETATE
9=DIMEAMIND=6=NEMETHYL=6-DEOXYTETRACYCLINE
MINOCYCL INF

6-A-16-A-DIFLUORO-PREON1SOLONE ACETATE
2=-HYNRDXYNAPHTHOQU (NONE s 3-W-TR-B-0ECAL YLPROPYL
TH1OPROPAZATE HYDROCHLORI1DE
6=A=-FLUORD-PREONISOLONE ACETATE
ACETOPHENAZ INE

ACETOPHENAZINE

PROPANTHEL INE BROM10E
ACRID(NE,2=CL=7-MEOQ~=5(2=-DIETAMINO-5-AM=AMINO
6=A=-9=A=)(FLUORD=21=-DESDXY-HYDROCORTISONE ACETATE
SANDOZ#KS 5

MITRACILIATINE/PSUEDD CONF1G

MITRAGYNINE/ALLO CONF1Ge/
SPECINCILIATINE/FPIALLD CONF1GW/
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NO.  SOLVENT 2EF FUOT LOGP LUGP EMPLIRICAL NAME
NOTE  SOLV ocT FLURMUL A
5601 N=-HEPTANE 136 44 1.49 C23H3ON2Cs SPECINGYNING/NORMAL CONFIGW/
5602 N—HEPTANE 416 14 2,32 C23H3QN2C6 B1S(P-AMINISAL ICYLIC AC1D) MONYL ESTER
§603 CHCL3 512 57 1.05 C22H30N3CT XANTHOMYC (N
5604 OIETHYL ETHER 502 1,40 2.68 § (C23H306 CORT1SONE ACETATE
5605 DIETEYL ETFRER 502 1.33 2461 5 (£23H3006 PREINISTLINF ACETATE
5606 O0O(FTHYL ETHER 5C8 lell 1.85 8 C23H3N06 PREONISOLINE ACETATE
56C7 D1ETHYL ETHFK 502 1.66 2492 S C23H31F106 9-A-FLUNRD=HYNROCORTISONE ACETATE
5608 D1FTHYL ETHER 5¢8 1.23 1,95 B C23H31F1D6 9-A-FLUNRDHYORDCORTISONE ACETATE
5609 DCTANOL 56 3,47 3,47 = (C23H31NLO2 Ay A=DIPHENYLVALER(C ACIO, DIETHYLAMINOETHYL ESTER
5610 1CTANIL 276 4465 4465 = C23H31N1C2 SKF 525A /PKA = B.89/
5611 CHCL3 464 46 4465 C23H31N1C4S1 N=METHYLACR (OINTUM NONYLSULFATE
5612 CYCLOHEXANE 495 le48 C23H31N3NL BENZ (MICAZNLE, L(2=0(FT=AM (NI}, 2=ME}FT,2=-P=E TN=AFNZYL
5613 0OLETHYL FETHER 502 let2 2,70 S (23H3206 HYDROCCRT1ISONE ACETATE
5614 DNI1ETHEYL ETHER 513 1.29 2437 § (2343204 HYDROCORTLISONE ACETATE
5615 OL1ETHYL ETHER 508 1.11 1.85 8 (23H3206 HYDRICORTISONE ACETATE
5616 I-RUTANGL 130 C,95 ro83 C23H3206 G-STROPHANTHININ
5617 CHCL3 405 46 =0,70 C23H3311N201 ISUPROPAMIOE
5618 N-BUTANOL 159 070 Co4b C23H34N803 PRENNISONED IGUANYL HYORAZONE
5619 1-8UTANOL 130 1.95 2,20 C23H3404 DIGITAXIGENIN
5629 CHCL3 491 46 =C.74 C23H35BR1IN103 ATPOPLINE-N-HEXYL8ROVIDE
5621 N-BUTANOL 159 l.54 1.62 C23H36N8 D= 1=PROGESTERONEN (GIAN YLHYDRAZONE
5622 N=BUTANOL 159 1.47 1452 C23H36N8 N-6=PRCGESTERINEDIGUANYLHYORAZINE
5623 N-BUTANOL 159 .82 0,62 C23H36N301 D=6=PROGESTERONE=14=TH/D1GUANYLHYDRA ZONE /
5624 N-BUTANOL 159 1.22 0.9C C23H36N801 PRNGESTERINENLIGUANYLHYNRAZONE » 1 1-ONE
5625 N=BUTANOL 159 1.58 1.68 C23H36N80D2 0-1,6=-PROGESTFRONENIGUANYLHYDRAZONE
§626 N-BUTANOL 159 038 0.6G1 C23H36N803 CORTISONEDIGUANYLHYDRAZUNE
5627 N-BUTANOL 159 0.51 0,19 C23H36N303 CORTISONEOLGUANYLHYDRAZONE
5628 N-RUTANOL 159 n.59 £.3n C23H36N803 PREDISCLDONED (GUANYL HYDRAZONE
5629 N-BUTANDL 159 Ce99 .86 C23H36N1002 PROSESTERONE01 GUANYLHYORAZONE,2,4-D1-N1TROSO
5630 N-RUTANOL 159 1.65 1.71 C231H3TCLINS 4=CHLORIDPROGESTERONE/D IGUANYLH YORAZONE /
5621 CHCL3 464 46 4,35 C23H37N1IC4S] 1, 2=-DIMETHYLQU INOL IN(UM CUDECYLSULFATE
5632 CHCL3 464 46 4458 C23H37N1C4S1 1.6-DIMETHYLQUINOLINIUM OOOECYLSULFATE
§633 CHCL3 503 46 4,73 C23H37N1C451 1, B=0IMETHYLQUINOULINTUM NODECYLSULFATE
5634 CHCL3 464 46 4,42 C23H37N1C4S1 1,4=01METHYLQUNICLINIUM DOOECYLSULFATE
5635 OCTANOL 503 46 5445 5.45 = C23H37N1C4S1 1525 6=TRIMETHYLQUINILINIUM IUNOECYLSULFATE
5636 CHCL3 464 46 4466 C23H37N104S1 1,2, 6=TRIMETHYLQUINILINIUM UNDECYLSULFATE
§637 CHCL? 4646 46 4,52 C23H3TN10581 N=ME=56=METHOXYQ INCL IN(UM DUDECYLSULFATE
5638 CHCL3 464 46 4 77 C23H37N1C581 N-ME=8=METHOXYQINCL INIUM DODECYLSULFATE
5639 N-BUTANOL 159 1.52 1.59 C23H338Ns PRNGESTERONFDIGUANYLHYDRAZONE
5640 N-BUTANOL 159 0.88 C.71 C23 H38N8G1 PROGESTERDNEDIGUANYLHYNRAZONE, 11-0H
€641 N=-BUTANOL 159 0.93 C.78 C23H38N8N1 PROGES TERONED 1GUANYLHYDRAZIINE, 17-0H
5642 N-BUTANDL 159 1.12 104 C23H33N801 PRCGESTERANENIGUANYLHYORAZONE, 21-DH
5643 N-BUTANDL 159 Ca34  =Cul4 C23H38NB02 PPOGESTERINED (GUANYLHYNRAZONE, 7514-01-0H
5644 N-BUTANOL 159 C.51 c.19 C23H38N802 PROGES TERONED (GUANYLHYURAZONE, 6411-D1-0H
5645 N=-BUTANOUL 159 0454 Ce24 C23H338NB02 PROGESTERINEDIGUANYLHYIRAZONE,11,17-D1-0H
5646 N—-RUTANOL 159 £.59 0.29 C23H38N8D2 PRNGES TERONED1GUANYLHYDRAZONE 16,1 7-01-0H
5647 N-BUTANOL 159 C.75 .53 C23H33NBC2 PRDGESTERONEDIGUANYLHYDRAZONE, 17,21=-N1=0H
5648 N=-8UTANOL 159 Ce31 =-0.C8 C23H38N803 HY DRUCORT1ISONEOTGUANYLHYDRAZNONE
5649 N=BUTANOL 159 le11 1.C3 C23H42N8 3, 20-PRFGNANEC (ONED (GUANYLHYORAZONE , 5-H=C1S
5657 N=BUTANML 159 1.06 D496 C23H40NA 3,29=-PREGNANEDIONEDIGUANYLHYORAZONE » 5-H=-TRANS
5651 N-BUTANOL 159 C.76 .52 C23H4 INSC) PREGNANE=3, 20-1}(ONF=12=-0H/N1GUANYLHYORAZINE/
§6%2 CH(L3 464 46 4,27 C23H41N106S1 N=ME=3-BUTIXYCARBONYLPYR1IOINIUM DNODECYLSULFATE
5653 CHCL3 464 46 4,60 €234d41N1C6S1 N=#ME=3=ETHOIXYCARRUNYLP YRINDINIUM TE TRANEC YL SULF A
5654 NCTANNL 65 46 2.72 2,72 = (23H42RRIN1 OCTADICYLPYRIOINIUM BROMLDE
§655 N=BLTANOL 514 febl €35 C23H46H6CL3 NECMYCIN=B (AS 2-ETVYL BUTYRATE)
5656 CHCL3 95 46 N.68 C24H23A81BR] TETRAPHFNYLARSON (U4 RROMIDE
§657 CHCL3 95 46 =0.74 C24H22AS1CLL TETRAPHENYLARSON (UM CHLORIDE
5658 CHCL? 95 46 =CeT4 C24H2IASINLN2 TETRAPHENYLARSON (UM N(TRITE
5659 CHCL3 95 46 1.88 C24H224S1IN1C3 TETRAPHENYLARSONTUY N1TRATE
5660 CHCL3 97 46 0,5¢C C24H208R1P1 TETRAPHENYLPHOSPHUNIUM BROMIDE
5661 CHCL3 97 46 =-0,33 C24H2"8R134P1 TETRAPHENYLPHIOSPHONLIUM BROMATE
5662 CHCL3 97 46 =C.74 C24H22CL1PL TETRAPHENYL PHOSPHONTUM CHLORIDE
5663 CHCL3 37 46 1.85 C24H2111P1 TETRAPHENYLPHOSPHONTUM 100(0E
5664 CHCL3 97 46 -0.96 C24H27N1C2P1 TETRAPHENYLPHOSPHON (UM N(TRITE
5665 CHCL3 Q7 46 Ceb7 €241H20N103P) TETRAPHENYLPHNSPHON UM NITRATE
5666 CHCL3 $5 46 =1,30 C24H21A5103581 TETRAPHENYLARSONIUM SULFITE
5667 CHCL3 95 46 =1.79 C24H214810352 TETRAPHENYLARSON1UM TH1GSULFATE
5668 CHCL3 95 46 =0.23 C24H22A81CR104 TETRAPHENYLARSON1UM CHRCMATE
5669 CHCL3 95 46 1.09 C24H22AS1CR104 TETRAPHENYLARSON1UM CHROMATE
5670 CHCL3 95 46 =2,0C C24H22A8104P1 TETRAPHENYLARSONIUM PHNSPHATE
5671 CHCL3 97 46 =0.,29 C24H22CR104P1 TETRAPHENYLPHNSPHON1UM CHROMATE
5672 CHCL3 ST 4b 073 C24H22CR1C4P] TETRAPHENYLPHOSPHINIUM CHROMATE
5673 CHCL3 97 46 -1l.60 C24H2204P2 TETRAPHENYLPHDSPHONTUM PHOSPHATE
5674 PARAFFINS 499 2,19 C24H25N3 P=PHENYL=N- (P=P1PERIOINDPHENYL)=BENZAMID INE
5675 CHCL3 497 46 6.79 C24H28N4CB DEXTRDMETHORPHAN P (CRATE
5676 CCLY 497 46 4420 C24H28N4 08 DEXTROMETHURPHAN P1CRATE
5677 DIETHYL ETFER 5C8 1.23 1.95 8 C24H30F2C6 FLUDCINOLONFE ACETONIDE
5678 DIETHYL ETFER 502 2.16 3,4C § (24H30F206 6= A=-FLIJORO=-DEXAMETHASONE ACETATE
5679 DIETHYL ETFER 502 le4l 2.69 S C24H3UF206 6-A-FLUORN=TRTAMCINOLONE ACETONIDE
5680 DI1ETHYL ETHER 502 1.97 3,23 S C24H3(F105 6=A=METHYL=9-A-FLUORD=-21-0E0XYPREONISOLONE ACETATE
5681 OlETHYL ETFER 502 1.92 3.18 S C24H31F106 6=A=-METHYL-9-A-FLUORO-PRFONISOLONE ACETATE
5682 0I1ETHYL ETEER 502 l.16 2.44 S C24H31F106 TRIAMCINIOLONE ACETANIOE
5683 DI1ETHYL ETFER 513 1.11 2.39 § C24H31F1C6 TRIAMCINOLONE ACETONIOE
5684 OlETHYL ETHER 508 1.1 1.84 B (C24H31F106 TRIAMCINOLONE ACETONIDE
§6E5 CHCL3 482 68 =Call C.50 N (C24H31N3C1S1 BUTAPERAZINE
5686 CHCL3 482 69 T.32 leB4 N (24H31N301S) BUTAPERAZINE
5687 CHCL3 482 6B -Ne83 =022 N (24H31N302S] CARPHFNAZINE
5688 CHCL3 482 69 1e89 2.37 N C24H31N3C2S1) CARPHENAZINE
5689 01LS 505 23 2.29 C24H32CL1IN3D] ACRIOINF, 2=CL =7=MEN=5(2=N(ETAMINDO=6-HE X-AMINO}
5690 N-FEPTANE 416 14 2436 C24H32N206 B8IS{P-AMINOSALTCYLIC AC1D) DECYL ESTER
5691 OQlETHYL ETHER 502 1433 2,09 § (24H32N6 6=A=-AETHYL-PREON(SIOLINE ACETATE
5692 DIETHYL ETHFR 513 Ce 82 2411 S (C24H3206 PREDNACINOLONE
5663 (01ETHYL ETFER 508 1429 1.81 B (24H33F1C6 FLUANORENOLONS ACETONLOE
§6S4 CYCLOHEXANE 474 14 =2430 C24H34N8C4S2 THIAMINE O(SULF1DE
5665 CHCL3 474 14 =1.49 =150 B (24H34NBL4S2 THIAMINE DISULF10E
5696 ETHYL ACETATE 474 14 -1.03 =1,16 C24H34N8C4S2 THLAMINE O(SULFI(OE
5657 CHCL3 491 46 =0.30 C24H3TBRINLN3 ATROPINE N=HEPTYLBRIM1IDE
5698 N-BLTANOL 159 1400 ¢.87 C24H3TN8D2 PRDGESTERONEDIGUANYLHYDRAZONE , 1 6-C ARBOXY
5699 N-BUTANOL 159 0,33 =0.05 C24H3 N9 PROSESTERONEO1GUANYL HYDR AZONE » 5-CYAND
5700 N-BUTANOL 159 c.61 Ce33 C24H3TN9 PROGES TERONEQ(GUANYLHYDR AZONE, 12-C YAND
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NC.

5701
5702
5703
5704
57¢C5
57C6
§7C7
5708
5709
5717
5711
5712
5713
5714
5715
5718
5717
5718
5719
5720
5721
5722
5723
5724
5725
5726
5727
5728
5729
57130
5721
5712
57123
5734
€735
5736
5737
5738
5739
5740
5741
5742
5743
5744
5745
5746
5747
5748
5749
5750
£7¢1
572
5783
5754
5755
5756
€7¢7
5758
5759
5767
57T¢1
57€2
57¢3
57¢4
57&5
5766
57617
5768
57¢9
5770
5771
5772
€773
5774
5775
5776
5777
5778
5779
5787
S5TEL
5782
5783
5784
57€s
sTé6
5787
5788
5789
5799
5761
5762
5753
5794
5755
5756
5757
5768
5799
58C0

SOL VENT

OCTANOL
CHCL3
NCTANE
CHCL3
NCTANOL
D1ETHYL
NCYANNL
nits
DIETHYL
D1ETHYL
CHCL 3
N1ETHYL
N1ETHYL
CHCL3
CHCL3
CHCL3
OCTANDL
TOLUENF
TOLUENE
TOLUENE
TCLUFNF
TOLUENE
TOLUENE
TOLUFNE
TOLUENFE
J1ETHYL
D1ETHYL
CHCL3
NCTANF
CHCL3
BENZENE
TOLUENFE
ccte
CLCH2CH2CL
DIETHYL FTRER
JIETHYL ETHER
OLETHEYL ETHER
I1ETHYL ETHER
DIETHYL ETHER
CHCL?

D1ETHYL ETFHER
JIFTHYL ETHER
MIXEO SMLV#L
JCTANF
QCFTHYL ETHER
HEXANE

CHCL3

CHCL3

OCTANE

CHCL3

ICTANOL
CYCLOHFXANE
CHCL 3

LHCL3

J(ETHYL ETHER
(=RBUTANIL
CHCL3
QCTANE
DTETHYL
DIFTHYL
DLETHYL
JLETHYL
CHCL3
0CTaNE
DTETHYL
JCTAND
D1ETHYL
DLETHYL
NCTANNL
OCTANOL
OCTANE
OCTANML
DUETHYL FTHER
CYCLOHEXANE
CHCL3

BENZENE
TOLUENE

ETHYL ACETATE

ETHER

ETHER
ETHER

ETHER
ETHER

ETHER
ETHER

ETHER
FTRER

FTRER
ETHER

FThER

ETHER
ETHER

1-PENT. ACETATE

¢CLs
91-1-PR. FTHER

MF=-(=BUT.KETONF

DCTANOL
DIETHYL ETHER
CYCLOHEXANE
CHCL3

BENZENE
TOLUENE

ETHYL ACETATE
ClL 4

11-1-PR. ETHEP

ME=1-BUT.KETONE

ACTANDL
NCTANDL
JCTANOL
TOLUENE
JCTANOL
DCTANOL
(=BUTANOL
JC TANOL

REF FoOOT
NOTF
5C3 46
464 46
57
95
268 59
502
283 7
505 23
502
502
464 46
502
502
491 46
515 41
464 46
65 46
148
148
148
148
148
148
148
148
502
502
491 46
57
516 64
516 64
516 64
516 64
516 64
502
502
513 12
502
552
491 46
502
502
433
57
517 19
456
515 4l
515 41
57
515 41
65 46
141
515 41
515 41
3017
4
515 4l
57
517 19
517 19
517 19
359
359
57
518
519
518
517 19
519
€19
57
519
519 5C
519
519
519
519
519 SC
519 5C
519
519 50
519 50
519
519 50
519
519
519
519
519 50
519
519 50
519 50
519
65 56
519 §5
148
519
226 54
13)
65 46

LOGP
SoLV

5.90
5.13
2,03
1,53
.96
1.54
-1,37
2.18
2440
1.73
5.45
2439
2435
t.22
3,42
5.12
2.28
0.4
2.95
3.38
=0,.30
1.18
2,39
C.oll
=010
3.13
3.24
C.87
l1.61
1.78
a5
C430
Cal0
.91
2,93
2.71
Cell
2.93
3,56
1.15
3423
3.14
2.738
1.23
.80
-1.17
4,07
4,66
CoT4
4,90
-1.47
3,27
3,95
5469
2445
2,17
4449
£330
1.23
=32
(a52
Ce35
1.77
-C.15
1.09
1.79
C.l5
=C.48
2.21
1.26
=059
3.12
1459
0439
2,64
2.18
1.86
1462
1.90
1.36
1.07
1.30
2448
1.39
=Cs22
2,46
l.62
1.45
1.28
1.25
0,63
l.16
l.44
-2.18
3.11
2,44
3.32
-1.27
1.59
-1.60

LoGP
ocr

5490

C.9%6
2.81
=137

3.64
3.00

3.63
3.59

3.28
Q.68
2.82
2.86
Cete
1,49
2.33
0.73
0458
4439
4445

4e15
3.94
1.43
4.2C
475

P
4,35

-1.47

2426
2454

1.62
1.28

l.08
1.79
.25

3.08
3,50
3.21
1.78
1.79
2,62
1.78
1.25
2.48
1.26

2.9C
2.94
2485
le43
2.93
1.28
l.16
leds
=2.18
3.11
2444
3.32
-1.27
1.73
-ls6C

LI

NP DODDHD®DDP DN Vi W

(VR AR W]

W in

W W

>

[ =R A ']

EMPLIRICAL
FORMULA

C24H39N104S1
C24H39N1N4S1
C24H4206
C25H27 AS1N1S1
C25H32CLIN3
C25H33F1C6
C25H33N1C4HCL
C25H34CLIN30I
25113405
C25H35F1C6
C25H35N104S1
C25H3606
C25H3606
C25H39BRINLU3
C25H41N1CTS1
C25H45N1C681
C25H46BRINL
C26H22CO1NBN2
C26H22CULINBO2
C26H22FEINBOD2
C26H22MN1INBOD2
C26H22N802P81
C26H22NBC2SN1
C26H22NBN2 IN1
C26H22N11N80D2
C26H34F2C6
C26H34F206
C26H41BRINLO3
C26H4607
C27H288R205S1
C27H288R20551
C27H288R20581
C27H28BR205S1
C27H28BR205S81
C27TH35F107
C2TH3TFL06
C2TH3TF1C6
C27H3TF1CT
C27H4206
C27H43BRINL1O3
C28H3TF107
C2BH39F107
C28H48N2G3
C28H5708
C37H3NNGDG
C3rH33CL 1015
C3NH45N107S1
C3CHS3N1CTS1
C3rH5409
C3GH55N105S51
C3tH32BR2N63IL
C31H4602
C31452N20681
£321H69N1ICTS]
C32H49N1C9
C32H49N1:9
€32452N20581
32453010
C34434N404
C34H3BNLCH
C34H38N4 06
C34H4TN1CLL
C34H4TNICL)
C34H62C11
C3I5H36N206
(35H61N3014
C36H38N206
C36H38N408
C36H65N1N13
C36H65N1C13
C36H66012
C37H6TNLLL2
C37H6TNLIOL2
C3TH6TNICL2
C37TH6TNLOL2
C37H6TNIN12
C37H6TNLICL2
C37H6TN1OL2
C37H6TNLOL2
C2TH6TNLOL12
C3THeTNICL2
C37TH6TN1CL12
C37H6TN1013
C3T7H6TNICL3
C37H67N1013
C37H6TNLIDL3
C37H6TN1OL3
C37H6TNIOL3
C3TH6TNICL3
C37H6TNIDL?
C3TH6TN1013
C37TH6TNLICL3
C37H6TNLOLG
C38H42N2C6
C38H65N1CL4a
C39H33FELIN1203
C39H69N1N13
C4lH4BN2C8
C41H64013
C43H43NTCTS2

NAME

1, 29 6=TRIMETHYLQUINULINIUM DOOECYLSULFATE
1,2,6-TRIMETHYLQUINOLINIUM OOOECYLSULFATE
P=T-0DCTYLPHENOXYTETRAETHN XYETHANOL /OPE-4/
TETRAPHENYLARSONIUM THIOCYANATE

GENT1AN VIOLET/CRYSTAL VIOLET/
6=A-METHYL-TR1AMCINOLDNE ACETONI1DE

ETORPHINE HYDROCHLOR1OE
ACRIOINEs2-CL~-7-MED-5(2-01ETAMINO- 7-HEP~-AMINO)
6=A=-METHYL ~-21-DESOXY-PREDONISOLONE PROPIONATE
6-A=-ME THYL-9-A-FLUDORO=-16-A-HYOROXYCORT1SONE ACEYONIOE
N-METHYL ACRIDIN1UM UNOFCYL SULFATE
HYQROCNRT1SONE=-21-3UTYRATE
HYOROCORT1SONE=-21-1-BUTYRATE

ATROPINE-N-OCTYL BPIM10E
HOMATROPINE-NONYLSUL FATF
N-ME=3-BUTIXYCARBONYLP YP 1DINI1UM TETRADECYLSULF.
BENZYLOIMETHYLHEXADECYLAMMONLIUM BROMIOE
CADMI1UM=CARBAZONE COUMPLEX

CUPRIC~CARBAZONE COMPLEX

FERROUS-CARBAZONE COMPLEX

MANGANOUS=-CARBAZONF COMPLEX

PLUMBOUS~CARBAZONE COMPLEX

ST ANNOUS-CARBAZONE COMPLEX

ZINC-CARBAZONF COMPLEX

N1CKEL-CARBAZONE COMPLEX
6=A-FLUORD=-DEXAMETHASONE-21-BUTYRATE
6=A=FLUNRO=-DEXAMETHASONE=-2]-1-8BUTYRATE
ATROPINE-N-NONYLBROM10F

P-T=0CTYLPHENOXYPENTAE THOXYETHANOL /OPE-5/
BROMTHYMOL 8L UFE

BROMTHYMOL 8LUE

BRCMTHYMNL AL UE

BROMTHYMOL 8L UE

BROMTHYMILBLUE

6= A=ME=9=A=FL-PREON1SOLONE-16,17-ACETINIOE-21-ACETATE
AFTAMETHASONE=-17-VALERATE
BETAMETHASONE-17-VALERATE
6=A=-ME=-9—A-FL-HYDRUXYCOP TISONE-ACE TONIDE-21-ACETATE
HYDROCORTISONF=21-CAPRDATE
ATROPINE-N-DECYLBRO41DE
6-A-METHYL-TR1AMCINOLONE ACETON1DE-21-PROPIONATE
6=A=ME=3-A~FL-HYDRDXYCOR T1 SONE-ACETONIOE-PROP1CNATE
BARBITURIC ACID, 1-N-DCTADECYL-5+5-D1ALLYL
P=T-0CTYLPHENOXYHEXA ETHOXYETHANCL/DPE-6/

OEUT ERC=PORPHYP LN

GRISEOFULVIN, TETRA=ACETYL=-2?=GLUCOSYLOXY
METHANTHEL INE-NONYLSULFATE
OXYPHENINIUM=NONYLS L FATE
P=T=)CTYLPHENOXYHEPTAE THOXYE THANOL /OPE-T/
TRIDIHEXYL=NINYLSULFATE
NCS-113989

1y 4=NAPHTHOQUINONEy 2=METHYL » 3-PHYTYL
BENZOMETHAYINE=NONYL SULFATE
PROPANTHEL INE=-NONYL SULFATF
CEVANINE

CEVADINE
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NO. SOLVENT REF FOOT LOGP LOGP EMPLRICAL NAME

NOTE SOLV ocr FORMULA
5801 OCTANOL 227 2.82 2,82 = C46H56N4010.H25104 VINCRISTINE SULFATE (PKA= 5.5)(NCS 67574)
5802 OCTANOL 227 3.72 3,72 = C46H5BN409.H25104 VINCALEUKOBLASTINE SULFATE (PKA= 5.4)(49842)
58C3 SEC-BUTANOL 84 19 1.21 1.19 C60H92N12010 GRAMICIOIN S-A
5804 SEC-BUTANOL 84 19 -0.07 -0.63 C66HL03N1701651 BACLITRACIN A
58C5 SEC-BUTANOL 84 19 -1.08 -2.28 C999 INSUL LN

§8C6 SEC-BUTANOL 84 19 0.51 0.21 €999 POLYPETIN A

1 pH 1.1, 37°. 2 At pH = pl net charge = zero. 3 In n-pentyl acetate. ¢ Calculated 10g Penot = 1.48; 10g Pieto = 0.04; intramolecular H
bonds indicated. 3 Preported constant between pH 2 and 6. ¢ No log P..t values were calculated because the H-bonding capabilities of boronic
acids were greatly influenced by the o constant of substituents. 7 pH 2.0. 8 The large difference between the 3 and 4 isomers is explained in ref
478. * Compounds with active hydrogens show unusually high 10g Prenzene values. 9 At pH 7.4 plus hexadecylamine; the addition compound is
also partitioning. !! Some lactone also present. 12 This value appears “out of line”; it was not used in the regression equation. !3 Puy_ionizea =
P*/(1 — «), where « = degree of dissociation calculated from pK,. !4 pH 7.4 4+ phosphate buffer; not ion-corrected. 1* pH 3.5. ¢ pH
~1.0. 17 Apparent P reported; not buffered or ion-corrected. 8 pH 7.05 4 octadecylamine; addition compound is also partitioning. 1* pH
1.0 using HCl. 2 pH —0.22 using HCI. 2! pH 7.1 4 octadecylamine; addition compound also partitioning. 22 Value is ratio of solubilities,
not a true P, but the activity of an inert gas is nearly unity even at saturation. 23 pH 7.3; ion-corrected 24 pH 7.3; estimated pK, = 4.9; ab-
solute values not very reliable but comparison within series valid. 25 Corrected for ionization and dimerization by method of ref 29. 26 Ap-
proximate value. 2 pH 7.3 inref 489; pH 7.0 in ref 206; both ion-corrected. ¢ pH 6.3, ion-corrected. ¢ pH 5.9, 3 pH 6.9, $1 pH 7.4; ion-cor-
rected from pK,. Absolute values not reliable, but comparison within series valid. 32 pH 5.4. 8 pH 7.8, *4 pH 6.0. % pH 7.1. % pH 6.5
using 1 M phosphate buffer; method = countercurrent extraction. ¥ pH 7.1 using 0.1 M phosphate + 1 M NacCl. # pH 6.6 + 1 M phos-
phate. % pH 6.9 using phosphate buffer. © pH 5.6 using phosphate buffer; ref 504 also lists values at pH 2.1-8.5. ¢! This reference also lists
values for decyl, undecyl, and dodecy! ion pairs. *2 May be dimerized in organic phase. 48 pH 7.5 + 0.2 M phosphate. ¢ pH 7.4 using phos-
phate buffer, ion-corrected. * Calculated from the mole fraction partition coefficient (Pxr) by the expression P = (Pyr) X 18(do)/MW,,
where do = density of organic solvent and MW, = its molecular weight. 4 Ion pair. " Calculated from ratio C./(C,)'/? and the Kg;me: from
ref 139. 4 At isoelectric point, pH 5.35. 4 pH 5.8; ion-corrected using pK., = 4.8. % Classification by regression equation appears anoma-
lous. 51 0°, 52 Aqueous phase is 5% HCI. ¢ In plastic containers. In alkylpyridinium series, adsorbtion to glass gives values lower by 0.15
(decyl), 0.3 (hexyl), and 0.8 (butyl). °¢ Dissolved in HC], adjusted to pH 6.5. 55 Subject of U. S. Patent 3,417,077 issued to Eli Lilly & Co.
56 pH 4.0. 57 pH 8.0 using 0.02 M phosphate—citrate buffer. 58 Assay procedure: J. Agr. Food Chem., 8, 460 (1960). 5 Commercial material:
96 % pure. © pH 11 using Sorenson’s buffer. ¢! pH 4.7, log P* = —2.00 at pH 2.2. 62 Calculated as log P = (pE + 2) — pK.. %3 pH 6.4, ion-
corrected. Log P’s calculated from = values listed and log Pcrci; = —1.40 and log Pot = —0.70 for sulfanilamide. ¢ pH 5.5; phosphate
buffer; largely as anion; some polymer possible. $5 pH 7.4 using phosphate buffer; /70r ion-corrected. ¢ pH 8.93 using carbonate buffer; ion-
corrected. ¢ pH 9.2 using carbonate-bicarbonate buffer; ion-corrected. % pH 1.0; approximately half of phenothiazine ring nitrogens pro-
tonated. ¢ pH 7.6; where solute has two alkyl N atoms, some diprotonation probable. 7 Entered twice: once as enol, once as keto tautomer.
71 pH 12.8; not ion-corrected; ~0.0001 % in neutral form. 72 pH 7.32; not ion-corrected; ~0.197 in neutral form. 78 pH 10.15 using car-
bonate-bicarbonate buffer. 74 pH 13.7; nor ion-corrected; ~0.01%; in neutral form. ™ pK, measured in acetonitrile which accentuates base
strength. 77 Log P at infinite dilution calculated by regression analysis; s = 0.03, r = 0.995. Note: mixed solvent #1 is 67 % (by volume) ethyl
ether and 3397 petroleum ether.
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