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: Tha projart undertaken as a Phemiual Engineﬁring 292/396

* j;aasignment was to ?eparameterize the MOSCED equatjon.- This

'ffequatinn predicts activity COPffiLi&ﬂtQ at. 1nfinite dilut
_which_qan be used to predict VLE behavior. Typically VLE
béhavior is predicted from the differences in two compounds of

the energy required to remove a molecule from its environment
due to physical and chemical interactions {its cohesive energy
density). The MOSCED equation extends the applicability of
such equations to polar and associating systems by assuming the
;;igcohesive energy density can be aeparated into independant, |
"ﬁ1faéditiva components,

.. . The goal of this prajact was to redefine the equations _
'reltting these components to phyaioally measurable quanritxes

~and to see if this change would improve the predictive ability
of the equation. In order to reduce the number of adjustable
parameters being used, the relations for {acidity) and R
(basicity) were redefined in terms of Kamlet-Taft a and 8,
which 'are properties of the compounds. Once the new o and 8
were defined, the rest of the parameiers in .he MOSCED equation
needed to be refit to the experimental data. In order to
expedite the process, this was done in a stepwise fashion so
that only a limited number of parameters were allowed to vary
at one time.

The initial data set utillzed contained only alkane-alkane
(solute-solvent) pairs. By doing this, only two terms, i and
dzz_were being optimizadf The results for this step were |
exceptionally good. When the predicted 7 's iere compared-to-'
the measured values, an average error of only 4.2% resulted
with a maximum error of 18.1%. Further reparameterization was

- -




. | _;[_mi{arrors uhile running) anﬂ no au,j; -
'jﬁraaults a&r& ohtaincd It is evidunt that qnod pradictian
*Efﬂtre aﬁeomplished fur the a]kaneaalkane pairs. In fact tha" Loy
'}acrurncy ot these pradictions is surprising since the data thuy;1‘~
;:were measurad egainst is only considered to be accurate to 10% |
It is recommended, based on these results, that the
reparameterization continue until an adequate error is
 obtained.




The projact undertaken as a thesis aasignment uas to nndify;;__v

'5 an exlsting equation representing vapor-}iquid equilibrium
(VLF) behavior. The #quation studied, the MOSCED equation
{70), was developsd at this university by F. R, Thomas and c.
A. Eckert, |

The MOSCED equétion (Modified Separation of Cohesive Energy
NDensity) is an extension of the regﬁlar salution theory of VLE
bbhavior'(Scatrhard 1931 . Hildebrund & Wood, 1933) to polar and

_ associating systems.- The cobesive energy density of a compaundV g}g
“is the energy necesaary to- remove a molecule from its. | i

'}fenVSranmant due to physicu} and chemical interactions wjth

';*surrounainn uoleculee. The MOSCED equation, following the laadf ;'"

of other investigators (Arkel & Vliex, 1936; Arkel,:946: Blanks
& Prausnitz,1964; Weimer & Prausnitz,1965; Gordon, 1966;

Hansen, 1967; Helpinstil]l & VanWinkle,1968; Nelson, et al,,1970;
Keller, et al,,1971; Hsieh,1973; Barton,1975; Koenhen &
Smolders,1975; Karger, et al.,1976; Tijssen, et al., 1976;
Xarger & Snyder,1378), separates the cohesive energy density
terms intc independent, additive components. Fach component
represents a certain physical or chemjcal property of the
molecule. Thus the equation in its present form is

2 4
in = v /RT A 2 + (r : K '
7 ’ 2/ [ ( : 21 a .4, (7 z,’ ¢

(a =@, (f - B/E ]+ 4,




"fsb?veﬁt,“

p!
2 i ac1uta Lo o L PRI 3
27 activity cuerficient at infiai?e dilution-f*“°"'”
v fpartial molar volume |
A ‘pularizabiljty :

q

T

= dipole-induced dipole energy
= polarity

a = aclidity

A = basicity

¥.¢ = assymetry parameters

fdiz.é cambinatarial term to arcuunt tor
o *differing nalecular sizas

By predicting 7“, the vapor-liquid equilibrium can be
characterized through relations such as the Wilson equation
{71).

The equation In its present form has two main deficiencies.
Firstly, each of the parameters in the equation is determined .
by an empirical relation composed of physically measurable
properties of the compound and constants (1). Presently three
of these relations (7,a,8) contain adjustable parameters. The
drawback associated with this is that if one uses enough
adjustable parameters, any set of dat. can be fit with an
squation. Although three adjustable parameters is not
unreasonable for such an equation, reducing this number would
increase the significance of the results, | |

The second deficiency has to do with the combinatorial
_term q 12° When the mixture consists of small sclute molaculés'
in a solvent of large molecules the combinatorial tern rends to
be too large and thus overestimates y .




~ The abjeétivs of this research project was to aderSs.thé'
first deficiency mentioned above, This was to he done by

reiating the a« and §8 terms to Kamlet-Taft a and f's {(pp.
A6-A19) which are physical attributes of the molecules. This
‘reduced the number of adjustable parameters to one (v). At the
same time this was being done, the coefficients in the other
empirical relations would be redefined to fit the data in Iigh¥5“
of the new a and §. |



Si.li“? Wit mately 16 tuef u,;m'ns Woy ; GI'MV

if ﬂaﬁ nﬂrassary to devsie A MFT

nod to StDarate t
.u@ffirxants .nrn groﬁph sn thai a;) 0f¢7"ﬂ

°7 naT hﬁ ¢haﬂging at nn& tzm&
fyrppa  m@tnrizattan process.

”*&p una tn salﬁrt a

- subs USE of 411 the
f;prvdnﬁt&rs. 3y usiﬂg alkans- al Rane (5674 ‘

set of datd whirh would not ragd ré

solvent ) palrs,A

o

3f{nn1y fwo xnterantiom terms W&rﬁ invelved

the dispersion term,
an& ﬁw fﬂr!’m ty rsHOunf for 317 LY m

in mu;enulur N2,
Ail of fhe uvther paramaters for &;xnneﬁ are zero, so the

2reqp¢nﬁtng roefflojeﬁt% d*é no nanﬁ 1o be op?lmized. This

QViﬁéd ¢nit1al aﬁtzmates of thﬂ uptxmum Popff)pignﬁg for A

L1

, Q ﬁ?%t step N‘&S 'O gratr}ua‘. VY Infreane the number of y
'ﬁ dara to whi¢% the equ afion was being fit, Asg the number of
 ?f¢§ta 1ncreased, nore p@ramafara hecamne involved, .?nr this
',fc&sathhe’vdptfiriénts for # anﬁ~d were left at their
Qin}tjaz est imates tdﬂ%{rlbﬂd ahnve) wh 1l the uthar paramefers
::uarp being optimized. This process would continue, inoreasing
Hand decreasing the w.ze of the data sets and iterating to final

values of the optimum paramnetrrs,




Procedure

Ttie majarity of the work for this project was const ruct ing
the databases and computer programs In preparation for tie
toefficient opt imization. The first Adatabase which was
complled was nne containing Kamlet-Taft parameters. In
addition to the 4 and A terms mentioned above, Kamiet-Tgft

¥
paran@ters o so include terms designated as » , oo, A and

The = terw is a measure nf the puiarizabiiity ”fm*hemnnmpn“ng,
Tt may be incorporated into the MOSGED equat Ton whisn the
equat ion Is resiructured. The other teems ore "mononer” terus
which apply It very dilute solutions of the so.ute. The
datahase was (onsmtructed on 4 Lotus 123 spreardsheet and
includes 655 compounds (pp. A6-A19}. Al of the parameters in
the datahase come from Jiterature sources,

The next set of datsa that had to be compiied was one

Bt

antaining neasured vaiues of | 's.,  The starting point for
this database was the data compiled by Wen Te Chen when
complet ing his graduate work at this univeraity., This data was
Imported to a Lotus flie and edited. All records which did not
have a Jiteralure reference were deleted, This resulted in a
database very similar to the une otilized by E. R. Thomas in
developing the original MOSCED eguat lon.

Three data sets of g\o values were considered fur use in the
reparameterizat ion process., The first was described above.
The second was a subset of this database which represented data
that had not been extrapolated. The third database consisted
of a subset of the second database containing only those values
which had been measured at 293-2980K. For reasons described in
the Appendix (pp. A106-A109), it we~s decided to use each of the

latter two data sets in the reparameterization.
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The next step was the actual reparameterizat ion process,
Initially this process was attempted using a program (GRG) on
the university's CYBER network. This approach was abandoned
rather quickly since a subroutline was available on a PC which
wouid eliminate the time spent waiting to use the CYBER. The
program constructed on he PC was designed to use a subroutine
in the Internationai Math and Statist ics Lihrary {(TMSIL) which
performed s non-linear least asquares fit to the data
{subrout ine ZXSS8Q). Two obstacles were encountersd with this

»

subroatine., For some reason the program would not accept a y

datahase of more than 99 records. The source of this error was
never found. The major drawback to this routine, however, was
the fact that no constraints could be placed on the variables
being optimized.

A suitable optimization subroutine was finally located on
the school's VAX computer. This was another IMSL routine
{ZXMWD) which did allow constraints on the variables., The

subroutine and the program used gre docamented inp the Append ix
{pp. A110-~A124).




Results

The initial results of this project proved to be very
encouraging. When only the 2 and d12 terms were fit to the
alkane-alkane data, the 231 datapoints could be fjit to within
an average errar of 4.2% and a maximum error of 18.1%. The
parameters found are presented below and are compared with

those from the original MOSCED equation.

original parameters : aa = 0.953

N
1

19.5 { { 2 p 2 + 2) ]
5 nn )/(rzD
(aromatics)

? 2
A = 20.3 { (OD - 1)/(:;D + 2) ]
{non-aromatics)
New parameters aa = 0,859

2 2
2 = 18.859 [ (4 =~ 1 + 2
! (:D )/(nn ) ]

Steps wers taken toward reparameterizing more of the
relations, but no conclusive results had been obtained at the

time of this report.
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Conclusions

From these results the following can be concluded:

1. The reparameterized MOSCED equation holds great

potential in the realm of alkane-alkane r'

prediction,

2. Further iterations are needed to determine the

optimum coefficierts for the MOSCED equation.

Based on the results of this project, it is recommended
that the reparameterization continue until all of the
parameters are optimized.
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08
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005
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008
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0os
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002
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97
98
99
100
tQl
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103
104
108
106
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108
109
110
111
112
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114
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116
111
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1213
124
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126
127
128
129
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131
132
133
134
135
136
137
138
139
140
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142
143
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.392
.54
. 496
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.459
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.433
.39
. 397
.430
.627
. 5217
523
.42
.420
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.40%
418
.658
.490
.481
.430
.441
.421
.508
412
.43
422
445
441
451
482
.435
.449
.439
.443
.444
L4418
452
.499
454
.453
455
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\

139.:
146 .
145,
148,
b1s,
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123,
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174,
157.
142 .
1645,
162.
157.
118,
132.
142,
163.
173.
176,
178,
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139,
156,
154 .
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1775,
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288 .
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604 .
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.00
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.00
.00
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.90
.00
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.00
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.00
.90
. 80
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.95
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.00
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KAMLET-TAFT PARAMETERS

ID P! STAR ALPHA BETA PT m ALPHA m  BETA m
1 0.00 0.00 0.00 0.00 0.00 0.00
2 0.28 0.10 0.00
3
4 0.%58 0.46 0.10 (0.35%)¢
5
5 0.82 0.30 "0.05
7
8 0.40 0.93 0.42 0.39 0.35 D.41
9 0.8% 0.22 0.25% (0.19)c

10 0.00 0.00

11 0.7% 0.!9 0.31 (0.15)c¢

12 0.49 0.00 0.10 0.00

13

14 0.81 0.00 0.10 0.00

18

16 0.80 0.25 0.00

17

t1a 0.00

19 0.40 0.83 0.45 0.39 0.33 0.47

20 0.70 0.31 0.00

21 0.71 0.08 0.48 0.04

22 0.61 0.00 0.386 0.00

23 0.60 0.00 0.42 0.00

24 0.78 0.25 0.00

25 0.88 0.00 0.6% 0.00

28 0.75 0.27 0.00

27

28

28

30

31 0.40 0.78 D.45 0.33

32 0.67 0.08 0.48 0.03

33 0.58 0.45 g.00

34 0.58 0.00 Q.55 0.00

35 0.80 0.38 0.00

35 0.5% 0.00 0.45 0.00

37 0.5% 0.00 0.37

38

39 0.39 0.00 0.00

40

41

42 -0.11 0.00 0.00

43 0.40 0.79 0.45 0.33

44 0.87 0.00 0.64 0.00

45

45

a1 ~-0.01 0.00 0.00 0.00
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d
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I0
1945
196
197
198
199
200
201
202
203
204
205
208
207
20R
208
210
21
212
213
214
218
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227
228
229
230
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232
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2386
237
238
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241
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243
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OOOOQOOQOOOCOOODO:D

0
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.80
.R0
.10
15
A
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.79
.81
.67
N
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.27
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.27
.51
.35
.69
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.69
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.62
.49
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.49
.10
LB
.83
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NP4
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.47
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.41
.94
. 30
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0.33a
0.33a
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0.30a
.30
.56
.37
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.35
.29
37
.38
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.39
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.58a
.55a
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.53a
.593a
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.00
.00
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ID Pl STAR AlLPHA RETA RPT m  ALDPHA m QETA m
284 1.14b 0.47a g.0n
248% 1.248h0 0.42 0.00
244 1.21h 0.68. 0.00
247 0.67 0.42 0.00
248 0.6% 0.4 0.00
249 0.63 N0.41 0.00
250 0.6 0.4 0.00
251 Nn.5%9 0.4} .00
252 0.92 0.00 0.44 0.00
253 B.7% 0.136 0.00
258 0.63 0.48 0.03
255 .61 .48 U.0%3
256 0.76 0.5%2 0.00
257 0.95 0.45 0.03
258 1.90 0.4% 0.03
259 0.90 0.45 0.03
260 0.90 0.47 0.03
261 0.86 .50 0.03
262 b, 30 0.58a 0.04
263 1.22 0.584x G.04
264 0.32 0.70 0.08
26% 0.31 0.69 0.00
266 0.31 0.69 8.040
2G7 0.30 0.69 0.00
268 0.30 0.6y 0.00
269 0.29 .69 0.00
2710 0.29 0.89 i.08
271 0.2% .70 0.00
212 0.25 ¢.70 .00
273 0.2% 0.70 0.00
274 g.16 0.85% g.00
2715 0.14 0.00 0.69 0.00
216 0.89 0.51a 8.13
217 0.69 0.51a 9.13
278 0.89 g.%1%a 0.13
279 0.78 0.40a 0.29
280 0.73 0.40a 0.26
281 0.84 0.40s 0.20
282 0.79 0.40 0.20
283 0.78 0.45 g.18
284 0.73 Q.45 0.18
295 (1.15)¢ 0.46 0.39
288 (1.29)¢ 0.48 0.47
287 1.32b 0.60s8 0.6
288 1.46b 1.00a 0.32
288 0.83 C.50s 0.16
290 0.83 0.50a g.186
291 0.73 0.47a (0.12)¢
292 0.74 0.47a (0.12)¢c
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295
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IN PI STAR AL PHA BETA Pl m ALPHA m BETA m
636 c.00 0.76
6537 0.00 0.80
638 n.00 0.81
639 0.00 0.84
540 0.00 0.R8
64! 0.00 1.04
642 0.00 1.058
6473 0.00 0.46
644 0.00 0.48
5d% 0.00 0.%3
546 0.00 0.78
6547 0.00a 0.42
648 0.00 0.87
649 0.00 0.68
6§50 0.00 D.48
651 0.00 g.74
6% 2 0.00 .72
653 0.AR0 0.00
654 0.33 0.00 0.00
655 0.36 0.00

FOOTNOTES

a) These are the sum of beta values for hydrogen
bonding at multiple sites.

b) These are the sum of pi star values for
aliphatic and aromatic moieties or for two
non-fused rings.

¢) These values are particularly uncertain.

d) The parameters are intended to he used only in
sftuations whare there is only a minor dependence
on alpha m ; in these circumstances use
alpha m = 0.20 as a first approximation.

a) These vailues are to be used only in agueous

solubility correlationsz. For correlations of
solvent/water partition coefficients, subtract

0.20 from these values.
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COMPOUND

CARBON DISULFIDE
LARBON TETRACHLORIDE
AROMOTR 1CHL OROME THANE
CHLOROFORM
BROMOD I CHL OROME THANE
0 ICHLOROME THANE

D IBROMOME THANE
METHANOL

N1TROME THANE

METHYL [0D!DE
ACETONITRILE

1,1, 1=-TRICHLORQE THANE
1,1, 2-TRICHLOROE THANE
1,2-0DICHLOROETHANE
1, 1=-DICHLOROE THANE
MTTROETHANE

ETHYL [0DIDE

ETHYL BROMIDE
ETHANOL
PROPIONTTRILE
ACETONE

ETHYL FORMATE

METHYL ACETATE
1~N1TROPROPANE
DIMETHYL FORMAMIOE
2-N1TROPROPANE
2-PROPYL 10DIDE
N-PROPYL CHLORIDE
N-PROPYL BROMIDE
N-PROPANE

N- PROPANOL
2~BUTANONE

METHYL PROPIONATE
TETRAHYDROFURAN
N-PROPYL FORMATE
ETHYL ACETATE
DIOXANE
2-CHLOROBUTANE
N-BUTYL CHLORIDE
T-BUTYL CHLORIDE
N-BUTYL BROMIDE
N-BUTANE

N-BUTANOL

PYRIDINE
TRANS-1,3-PENTADIENE
[SOPRENE
CYCLOPENTANE
1-PENTENE
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[0 COMPOUND

49 2-PENTENE

S0 1-PENMTENE

St 2~-METHYL BUTENE

52 3-METHYL BUTENE

53 METHYL ISOPROPYL KETONE
54 CYCLOPENTANOL

55 3~PENTANONE

56 2-PENTANONE

57 N~-PROPYIL ACETATE

58 METHYL. BUTYRATE

589 ETHYL PROPIONATE

68 N-PENTYL BROMIDE

61 N-PENTANE

62 ISOPENTANE

63 1-PENTANOL

64 NITROBENZENE

65 CHLORORENZENE

66 BENZENE

67 PHENOL

8B ANILINE

69 CYCLOHEXENE

70 CYCLOHEXANONE

71 4-METHYL PENTENE

12 CYCLOMEXANE

73 1-HEXENE

74 2-METHYL~1-PENTENE
75 METHYL CYCLOPENTANE
76 2~METHYL-2-PENTENE
17 4-METHYL -2-PENTANONE
78 CYCLOHEXANOL

79 N-BUTYL ACETATE

80 N-HEXANE

81 2,3-DIMETHYL BUTANE
82 3-METHYL PENTANE

B3 2,2~-DIMETHYL BUTANE
84 2,4-OIMETHYL PENTANE
85 2-METHYL PENTANE

868 N-HEXANOL

87 TRIETHYLAMINE

88 BENZONITRILE

89 BENZIYL CHLORIDE

90 BROMOANISOLE

91 TOLUENE

92 ANISOLE

93 HEPTANENITRILE

94 METHYL CYCLOHEXANE
98 1-HEPTENE

96 CYCLOHEPTANE

897 ETHYL BUTYL KETONE
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1D COMPOUND

98 N-HEPTANE

99 3-METHYL HEXANE
100 2,2-DIMETHYLPENTANE
101 ACETOPHENONE

102 ETHYL BENZENE

103 P-(YLENE

104 O-XYLENE

105 CYCLOOCTANE

106 1 -QCTENE

107 ETHYL CYCLOMEXANE
108 ISOOCTANE

109 N-OCTANE

110 N-OCTANOL

117 QUINOLINE

112 PROPIOPHENONE

113 BENZYL ACETATE

114 1,3,5~-TRIMETHYLCYCLOKEXANE
115 DIBUTYL KETONE

116 DIISOBUTYL KETONE
117 N-NONANE

118 TRIPROPYLAMINE

119 BROMCNAPHTHALENE
120 N-BUTYL BENZENE
121 DECALIN

122 DECANENITRILE

123 BUTYL CYCLOHEXANE
124 1-DECENE

125 ETHYL OCTANOATE
126 N~DECANE

127 N-DECANOL

128 N-DODECANE

129 PALMITANITRILE

130 1-HEXADECENE

131 N-HEXADECYL CHLORIDE
132 N~HEXADECYL BROMIDE
133 N-HEXADECANE

134 N-HEXADECANOL

1385 N-OCTADECANE

136 N-EICCSANE

137 N-HENEICOSANE

138 N-TETRACOSANE

139 N-OCTACOSANE

140 SQUALENE

141 N-TRIACONTANE

142 N-SQUALANE

143 N-DOTRIACONTANE
144 N-PENTATRIACONTANE
145 N-UNDECANE

146 N-TRIDECANE




I0
147

148

149
150
151
152
153
154
158
158
157
158
159
160
161
162
163
164
165
1686
167
168
169
170
171
112
1173
174
1715
176
117
178
119
180
181
182
183
184
185
188
187
188
189
190
191
192
193
194
198

~A23-

COMPOUND

N-TETRADECANE
N-PENTADECANE
2-METHYLBUTANE
2-METHYLHEXANE
2,2,4-TRIMETHYLPENTANE
ADAMANTANE

1-BUTENE

CYCLOPENTENE

1=HEXYNE

1-HEPTYNE

1-PENTYNE

ETHYL CHLORIDE
1-CHLOROPROPANE

1-CHLOROBU TANE
1-CHLOROPENTANE
1-CHLOROHEXANE
1~CHLOROHEP TANE

METHYLENE CHLORIDE
1,1,2,2-TETRACHLOROE THANE
PENTACHLOROE THANE

TRANS=1, 2~-DICHLOROETHYLENE
TRICHLOROE THYLENE
TETRACKHLOROETHYLENE

1, 2-DIBROMOE THANE
FLOROTRICHLOROME THANE
M-XYLENE
1,3,5-TRIMETHYI.BENZENE
1,2,4~TRIMETHYLBENZENE
1,2,3-TRIMETHYLBENZENE
1,2,3,4~-TETRAMETHYLBENZENE
1,2,3,5-TETRAMETHYLBENZENE
1,2,4,5-TETRAMETHYLBENZENE
PENTAMETHYLBENZENE
HEXAMETHYLBENZENE
N-PROPYLBENZENE
1-PROPYLBENZENE

T-BUTYL BENZENE

1~ [SOPROPYL -4 ~METHYLBENZENE
T~AMYLBENZENE
FLUOROBENZENE

BROMOBENZENE

10DOBENZENE
1,2-DICHLOROBENZ ENE
1,3~DICHLOROBENZENE
1,4~DICHLOROBENZ ENE

1,2, 3=-TRICHLOROSENZENE
1,2,4=-TRICHLOROBENZENE
1,3,5~-TRICHLOROBENZ ENE
1,2,3,4~TETRACHLOROBENZENE




1D
198
197
198
189
200
201
202
203
204
2085
206
207
208
209
210
211
212
213
214
215
216
217
218
219
220
221
222
223
224
225
228
2217
228
229
230
231
232
233
234
235
236
237
238
239
240
241
242
243
244

~A24-

COMPOUND
1,2,3,5-TETRACHLOROBENZENE
1,2,8,5-TETRACHLOROBENZENE
PENTACHLOROBENZENE
HEXACHLOROBENZ ENE
1,2-DIBROMOBENZENE
1.,4-D1BROMOBENZ ENE

2 ~-CHLOROTOLUENE
3~CHLOROTOLUENE

4 -CHLOROTOLUENE

DIETHYL ETHER
BI(N-PROPYL)ETHER
DI(N-BUTYL )ETHER
DIISOPROPYL ETHER
TETRAHYDROPYRAN

ETHYL VINYL ETHER
2~-METHYLANISOLE
3-METHYLANISOLE
4-METHYLANISOLE
4--CHLOROAN [ SOLE
PHENETOLE

PHENYL PROPYL ETHER
METHYL 3-PHENYLETHYL EVHER
METHYL FORMATE

N-PENTYL ACETATE

ETHYL BUTYRATE

METHYL PENTANOATE

ETHYL PENTANOATE

METHYL HEXANOATE

ETHYL CHLOROACETAYE
ETHYL TRICHLOROACZTATE
METHYL ACRYLATE

ETHYL ACRYLATE

ME HYL METHACRYLATE
METHYL BENZOATE

ETHYL SENZOATE

METHYL 2-METHYLBENZOATE
2 -PHENYLETHYL ACETATE
I-PHENYLPROPYL ACETATE
METHYL PHENYLACETATE
ETHYL 3-PHENYLPROPINOATE
BENZYL BENZOATE

PHENYL ACETATE
2~METHYLPHENYL ACETATE
J-METHYLPMENYL ACETATE
4-METHYLPHENYL ACETATE
2-CHLOROPHENYL ACETATE
3~-CHLOROPHENYL ACETATE
4-CHLOROPHENYL ACETATE
4-FLUOROPHENYL ACETATE




ID
245
246
247
248
249
280
251
252
253
254
255
2586
2517
258
259
260
261
262
263
264
26%
266
267
268
268
2710
271
272
273
274
215
276
277
278
279
280
281
282
283
284
285
286
287
288
289
290
291
292
293

~A25~

COMPOUND
2-BROMOPHENYL ACETATE
ETHYL PHENOXYACETATE
ACETALDEHYDE

PROP IONALDEHYDE
RUTYRALDEHYDE
PENTANAL

HEXANAL

BENZALDEHYDE
TRANS-CROTONAL DEHYDE
2 -HEXANONE
2-HEPTANONE
CYCLOPENTANONE
3-CHLORUACETOPHENONE
4 ~CHLOROACE TOPHENONE
4 ~BROMOACE TOPHENONE
4 ~-FLUOROACE TOPHENONE
4 -METHYLACE TOPHENONE
PHENYLACETONE
4-PHENYL=2-BUTANONE
ETHYLAMINE
N~PROPYLAMINE
N~BUTYLAMINE
N-AMYLAMINE
N-HEXYLAMINE
N-HEPTYLAMINE
N-OCTYLAMINE
NDTETHYLAMINE
DI(N=PROPYL )AMINE
DI(N~BUTYL)AMINE
TRIMETHYLAMINE
TRI(N-PROPYL )AMINE
O-TOLUIDINE
M-TOLUIDINE
P-TOLUIDINE
3-CHLOROANIL INE

¢ -CHLOROANIL INE
3-BROMOANIL INE

4 ~-BROMOANIL INE
3~FLUOROANIL INE
4-FLUOROANIL INE
3-NITROANILINE
4-NITROANIL INE
4-AMINOB I PHENYL

4,4 -DIAMINOBIPHENYL
1=NAPHTHYLAMINE
2-NAPHTHYLAMINE
N-METHYLANILINE
N-ETHYLANIL INE
N,N-DIMETHYL ANILINE




ID
294
285
296
287
288
299
300
301
302
303
304
305
306
307
308
309
310
311
312
313
314
315
318
317
318
319
320
321
322
323
324
325
3286
3217
328
329
330
N
332
333
334
335
336
337
338
339
340
341
342

~A20~-

COMPOUND
N,N,4~TRIMETHYLANIL INE
N,N~DIETHYLANIL INE
BENZYLOIMETHYLAMINE
3-METHYLPYRIDINE
3-CHLOROPYRID INE
4-CHLOROPYRI D INE
3-BROMOPYRIDINE
4-BROMOPYRIDINE
BUTYRONITRILE
PHENYLACETONITRILE
3-PHENYLPROPIONITRILE
ACRYLONITRILE
1-NITROBU TANE
1-NITROPENTANE
3-NITROTOLUENE
4-NITROTOLUENE
2~-CHLORON I TROBENZ ENE
3-CHLORON I TROBEN2 ENE
4-CHLORON i TROBENZENE
3-BR"MONI TROBENZENE
4-BR(:'ON[ TROBENZENE

1, 3=DINITROBENZENE
1,4~DINITROBENZENE
N-BUTYL NITRATE
DIMETHYLACETAMIDE
DIETHYLACETAMIDE
BENZAMIDE

DIMETHYL SULFOXIDE
PHENYL METHYL SULFOXIOE
DIMETHYL SULFIDE
DIETHYL SULFIDE
BIS(CHLOROETHYL) SULFIDE
METHANETH [OL
ETHANETHIOL
1-BUTANETHIOL
2-METHYL=-1-PROPANOL
2-METHYL~ | -BUTANOL
3-METHYL~-1-BUTANOL
2~-METHYL~1-PENTANOL
4-METHYL~1~-PENTANOL
2,2-DIMETHYL~-1-BUTANOL
2~ETHYL-1-BUTANGL
1-HEPTANOL
2,2-DIMETHYL~1-PENTANOL
2-PROPEN-1~0L
4-PENTEN-1-0L
2-PROPANOL

2-8UTANOL

2-PENTANOL
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1D COMPOUND
343 3-PENTANOL
344 2-HEXANOL
345 3-HEXANOL
346 3-METHYL-2-PENTANOL
387 4-MEMTYL-2-PENTANOL
348 2-METHYL -3-PENTANOL
349 2-HEPTANOL
350 3-HEPTANOL
351 4-HEPTANOL
352 $~-METHYL-2~HEXANOL
353 2-0CTANOL
354 3-PENTEN-2-0L
355 1-PENTEN--3-0L
356 1-HEXEN-3-0L
357 2~METHYL-2-PROPANOL
388 2-METHYL-2-RUTANOL
359 2-METHYL-2-PENTANOL
380 3-METHYL-3-PENTANCL
361 2-METHYL-2-HEXANOL
362 3-METHYL ~3-HEXANOL
363 2-METHYL-2-HEPTANOL
364 3~METHYL-3-HEPTANOL
365 BENZYL ALCOHOL
366 3-METHYLBENZYL ALCOMOL
367 A-METHYLBENZYL ALCOWOL
388 3-CHLOROBENZYL ALCOMWOL
369 4-CHLOROBENZYL ALCOHOL
37C 2-PHENYLETHANOL
371 3-PHENYL~1-PROPANOL
372 2-PHENYL ~2-PROPANOL
373 3-PHENYL~2-PROPEN-1-0L
374 M-CRESOL
375 P-CRESOL
376 3~CHLOROPHENOL
377 4-CHLOROPHENOL
378 3-BROMOPHENOL
379 4-BROMOPHENOL
380 3-FLUOROPHENOL
281 4-FLUOROPHENOL
382 1-NAPHTHOL
383 2~NAPHTHOL
384 FORMIC ACID
385 ACETIC ACID
386 PROPIONIC ACID
387 BUTYRIC ACID
388 PENTANOIC ACID
389 HEXANOIC ACID
390 DECANOIC ACID
391 BENZOIC ACID
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10 COMPOUND
392 3-METHYLBENZOIC ACID
393 4-METHYLBENZOIC ACID - o
394 3-CHLOROBENZOIC ACID G E
395 4-CHI OROBENZOIC ACID L
396 3~-BRUMOBENZOIC ACID
397 4-BROMOBENZIOIC ACID
398 3-FLU! ROBENZOIC ACID
399 4~FLUOKNBENZOIC ACID
400 PHENYLACETIC ACID
401 3-METHY'.PHENYLACETIC ACID
402 3~CHLOROPHENYLACETIC ACID
403 4~-CHLOROPHENYLACETIC ACID
404 3-BROMOPHENYLACETIC ACID
405 2-FLUORDPHENYLACETIC ACID
406 3-FLUORUPHENYLACETIC ACID
407 4-FLUORDPHENYLACETIC ACID
408 3-PHENY. PROPIONIC ACID
409 4-PHENYLBUTANOIC ACID
410 1-NAPHTHALENECARBOXYLIC ACID
811 NAPHTHALENE
412 1-METHYLNAPHTHALENE
413 2-METHYLNAPHTHALENE
414 1,3-DIMETHYLNAPHTHALENE
415 1,8-DIMETHYLNAPHTHALENF
416 1,5-DIMETHYLNAPHTHALENE
817 2,3-DIMETHYLNAPHTHALENE
418 2,6-DIMETHYLNAPHTHALENE
419 1-ETHYLNAPHTHALENE
420 1,4,5~-TRIMETHYLNAPH THALENE
821 1~CHLORONAPHTHALENE
422 2-CHLORONAPHTHALENE
423 1-NITRONAPHTHALENE
424 ANTHRACENE
825 2-METHYLANTHRACENE
428 S-METHYLANTHRAZENE
427 9,10-DIMETHYLANTHRACENE
428 PHENANTHRENE
429 2-METHYLPHENANTHRENE
430 2-CHLOROPHENANTHRENE
831 BENXZ[AJANTHRACENE
432 1-METHYLBENZ [A]ANTHRACENE
433 7-METHYLBENZ [AJANTHRACENE
434 12-METHYLBENZ [A)AN. HRACENE
835 7,12-DIMETHYLBENZ [AJANTHRACEN
438 7-ETHYLBENZ{A)ANTHRACENE
437 BENZ[B]ANTHRACENE
418 CHRYSENE
439 5-METHYLCHRYSENE
440 6~METHYLCHRYSENE




ID
441
842
443
444
445
446
447
4é8

449

450

- 451

452
453
454
455
456
457
458
459
460
451
462
463
454
465
486
467
468
469
470
471
472
4173
474
475
476
417
418
479
480
481
482
483
484
435
(3.1
487
488
489

~AZ29~

COMPOUND

5, 6-DIMETHYLCHRYSENE
TRIPHENYLENE

DIBENZ [AH)ANTHRACENE
DIBENZ [AJ JANTHRACENE

PYRENE

BENZO[A]PYRENE

BENZO(E ] PYRENE
6-METHYLBENZO[E ] PYRENE

PERYLENE

BENZO[GH1]PERYLENE

FLOURENE

1 ~-METHYLFLUORENE

RENZO[A}FLUORENE

BENZO(B]FLUORENE

ACENAPHTHENE

FLUORANTHENE

BENZO[B] FLUORANTHENE

B8ENZO{J ] FLUORANTHENE
BENZO[K]FLUORANTHENE

CHOLANTHRENE

3~ME THYLCHOLANTHRENE

1SCQUINOL INE

1-METHYL I SOQU INOL INE

BENZO(F]QUINOL INE

ACRIDINE

DIBENZ (AHJACRIDINE
2,2'-BIQUINOL INF

R PHENYL

2-CHLORO BIPHENYL
2,4'-DICHLOROBIPHENYL

2, 5-DICHLOROS I PHENYL
2,6-DICHLOROB [ PHENYL

', 8~TRICHLOROBIPHENYL

,5=TRICHLOROB [ PHENYL

, 6= TRICHL OROB I PHENYL

4.5 TETRACHLOROZ I PHENYL

,4,5-TETRACHLOROBIPHENYL

',4,5,5' ~PENTACHLOROBIPHENY
5,6~ PtNrACHLOROSIPHENYL
3,3',4,4" -HEXACHLOROB I PHENYL
L3, 6.6'~HEXACHLOROBIPHENYL

4',5,6-HEXACHLOROB IPHENYL
,8',6,6' ~=HEXACHLOROB I PHENYL
,3', 4,4, 6~HEPTACHLOROB I PHENYL

3,3',5,5',6,6' ~-OCTACHLOROBIPHENYL

2,2',3,3',4,5,5',6,6'-NONACHLOROBIPHENYL

PERCHLORO BIPHENYL

1, 2-DIPHENYLETHANE

PERFLUOROHEXANE

NN NSISNNNANNS DDA N
&&M&IMM&:M&&&&M
bs

- - - - - - - - - - - - -




~A30-

1D COMPOUND
490 IRICHLOROMEFTHANE
A91 DIMFTHYL KETONE
492 ?,2,2-TRIFLUOROETHANOL
497 N N-DIMETHYL FORMAMIDF
494 FORMAMIOF
A9 WATFR
496 1,17, 1,73,3, 3-HEXAFLUORO-2-~-PROPANDL

497 1,0 1 ~TRIULHLOKROACETONE
AR N N -DITAFETHYL TRIFLUGROACETAMIDE
499 FTHY!L -1, 1, =TRIFLUOROFTHANGATE

500 FIHYL-~Y, 1, 1 -TRICHLOROETHANCATIE
500 METHYL DIMETHYLCARBAMATE
502 1T-METHYy =2 -PYRROLTOINONE (NMP)
503 1,1,3,3-TETRAMETHYL UREA
5048 2,6-DIMETHYL ~GAMMA~*YRONE
5309 3-DTETHYLAMINO -5, 5-DIMETHYLCYCLOMEX~2-ENONE
06 ACETIC ANHYDRRIDE

307 BIS(2-METHOXYETHYL )ETHER
508 CUMENE

509 M-DICHLOROBENZENE

510 FTHYL ACETOACETATE

511 3-HEPTANQOME

512 2,6-LUTIDINE

517 METHYLAL

514 TRIMETHYL ORTHOACETATE
51% TRIMETHYIL. ORTHOFORMATY(C
516 PERFLUORO HEPTANE

517 PERFLUCRO OCTANE

518 MESITYLENE

519 VALEROMITRILE

$20 HEXYL CYANIDE

521 HEPTYL CYANIDE

522 OCTYL CYANIDE

523 NONYL CYANIDE

524 TETRADECYL CYANIDE

525 1,2-0D[METHOXY ETHER

526 DIPHENYL ETHER

527 BUTYROLACTONE

528 BUTYL ACETATE

529 DIETHYL MALONATE

530 PROPYLENE CARBONATE

531 TRIBUTYL AMINE

%32 SULFOLANE

533 BUTYL CHLORIDE

534 OV-101

535 Ov-3

536 Ov-7

537 O¥~1"

538 OV-117
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ID COMPOUND
%39 Ov-~-22
540 OV-25
941 PROPYL CHLORIDF
542 ETHYLENE GiYCOL
543 OI[RENZYL ETHER
544 DICYCLOPROPYL KETONE
5345 METHYL CYCLOPROPYL KETONy
546 TETRAMETHYL UREA
547 TRIFLUORO ACETIC ACID
248 ETHYL SULFATE
948 TRIETHYL PHOSPHATE
550 4-METKYL PYRIDINE
551 2,6-DIMETHYL PYRIDNE
552 METHYLENE BROM[DE
553 METHYLENE [0DIO0E
554 T-BUTANOL
555 TRIFLUORO ETHANOL
556 HMEXAFLUORO [SOPROPANOL
557 2-FLUGRO ETHANOL
53 2-METHOXY ETHANOL
559 METHYL ETHYL KETONE
560 N,N-DIMETHYL ACETAMIDE
561 N-METHYL PYRROLIDONE
562 HEXAMETHYL PHOSPHORAMIDE
563 METHYL T-BUTYL KETONE
564 DIMETHYL~(GAMMA)-PYRONE
565 BENZOPHENONE
566 BIACETYL
567 SYM=DICHLOROACETONE
568 P-METHOXYACE TOPHENONE
569 ACETYLFERROCENE
570 FLAVONE
$71 P-NITROBENZALOEHYDE
572 P-CHLOROBENZALDERYDE
573 P-METHOXYBENZALDEHYDE
574 P-(DIMETHYLAMINO)BENZALDEHYDE
575 2-NAPHTHALDEHYDE
576 DI(T-BUTYL )KETONE
577 CINNAMALOEMYDE
578 1SOBUTYROPHENONE
579 P~CHLOROACETOPHENONE
580 P-METHYLACETOPHENONE
587 DIETHYL CARBONATE
582 METHYL TRIFLUORO ACETATE
58:3 PHENYL BENZOATE
584 ETHYL P-NITRO BENZOATE
585 UIMETHYL CARBONATE
586 EHTYL TRIFLUOROACETATE
587 N,N-DMWETHYL CHLOROACETAMIDE




10
588
589
590
591
592
5973
594
595
596
597
598
599
600
601
602
603
604
605
506
607
608
609
$10
611
612
613
614
618
6186
617
618
519
620
621
622
623
624
628
626
627
628
629
630
631
632
633
634
635
536

~A32~

COMPOUND

N, N=DIMETHYL-P-NITROBENZAMIDE
N, N-DIMETHYL BENZIAMIDE
N,N-DI-N-HEXYLACETAM]IDE

N, N-OIETHYL ACETAMIDE
N,N-DIETHYL HBENZAMIDE
M-ACETYL PIPERIDINE
N,N-DIPHENYL ACETAMIDE
TETRAETHYL UREA

N-METHYL PYRIDONE

ETHYL OIETHYLCARBAMATE

N, N-DIETHYLPROPIONAMIDE

N, N-DIPHENYLPROPIONAM| DE
BENZOYL FLUORIDE

PROPIONYL FLUORIDE

BENZOYL CHLORIUE

BENZOYL BROMIDE

TRI(N~BUTYL )AMINE
M,N-DIMETHYL BENZIYLAMINE
TRIALLYLAMINE
N,N-DIMETHYL-N-PROPYLAMINE

N, N~DIMETHYL ~N=-CYCLOHEXYLAMINE
8,8,8-TRIFLUOROETHYLAMINE
PROPAKSYLAMINE
CYCLOPROPYLAMINE
BENIYLAMINE

QUINUCLIDINE
N-METHYLIMIDAZOLE

1,4-DIAZABICYCLO[2,2,2]0CTANE (DABCO)

DIPHENYL SULFOXIDE
ODI{N-BUTYL)SULFOXIDE
METHYL PHENYL SULFOXIDE
METHYL P-NITROPHMENYL SULFOXIDE
DIETHYL SULFITE
DI(N~PROPYL )SULFITE
DI{N-BUTYL)SULFITE
DI(P~-TOLYL)SULFOX!1DE
OI1SOPROPYL SULFOXIDE
TETRAMETHYLENE SULFOXIOE
HEXAMETHYL PHOSPHORAMI DE
TRI(N~BU YL )PHOSPHATE
TRIPHENYLPHOSPHINE OXIDE
TRIMETHYL PHOSPHATE
TRIMETHYLPHOSPHINE OX1DE
TRIPHENYL PHOSPHINATE

DIETHOXY(TRICHLOROMETHYL )PHOSPHINE OX]DE
DIETHOXY(DICHLOROMETHYL )PHOBPH INE OX1DE
DIETHOXY(CHLOROMETHYL ) PHOPHINE OXIDE

DIMETHOXYPHOSPH INE OXIDE
DIETHOXYPHOSPHINE OXIDE




~A33-

10 COMPOUND
637 DIISOPROPOXYPHOSPHINE OXI[DE
638 DIMETHOXYETHYLPHOSPHINE OXIDE
639 OIETHOXYMETHYLPHOSPHINE OX!DE
640 DIETHOXY(DIMETHYLAMINO)PHOSPHINE OXIDE
641 TRI(N-PROPYL)PHOSPHINE OXIDE
642 TRIETHYLPHOSPHINE OXIDE
643 P-METHOXYBENZONITRILE
Gd4 B-ETHOXYPROPIONITRILE
645 P-(DIMETHYLAMINOQO)BENZONITRILE
646 2,4 ,6-TRIMETHYL PYRIDINE
647 3,5-DICHLOROPYRIDINE
648 4-(DIMETHYLAMINO)PYRIDINE
649 2-N~-BUTYLPYRIDINE
650 PYRIMIDINE
851 2,4-DIMETHYLPYRIDINE
652 4-METHOXYPYRIDINE
693 O-DICHLOROBENZENE
654 PERFLUORGCDIMETHYLDECALIN
655 PERFLUOROTRI-N-~BUTYLAMINE




~A34~
ALKANRS

30 N-PROPANE

42 N-BUTANE

47 CYCLOPENTANE

61 N-PENTANE

62 ISOPENTANE

72 CYCLOMEXANE

78 METHYL CYCLOPENTANE
80 N-HEXANE

81 2,3-DIMETHYL BUTANE
82 2-METHYL PENTANE

83 2,2-DIMETHYL BUTANE
84 2,4~-DIMBTHYL PENTANE
85 2-METHYL PENTANE

94 METNYL CYCLOMEXANE
96 CYCLOHRPTANE

98 N-REPTANE

99 3-NETHYL HEXANE

100 2,2-DIMBTHYLPENTANR
108 CYCLOOCTANE

107 BTHYL CYCLOMEXANE
108 ISOOCTANE

109 N-OCTANE

114 1.3,8-TRINETHYLCYCLOKEXANER
117 N-NONANE

123 BUTYL CYCLOMEXANE
126 N-DECANE

128 ¥N-DODRCANE

133 N-ERRADRCANE

138 R-OCTADECANRE

138 N-BICOSANR

137 N-HENEICOSAXE

138 N-TETRACOSANE

139 K-OCTACOSANE

141 N-TRIACONTANE

142 N-SQUALANE

143 N-DOTRIACONTANE

144 N-PENTATRIACONTANE
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GAMMA [INFINITY OVERALL DATABASE

SLY SLV GAMMA
0 IO SOULVENT TEMP INF. REF
4 108 15000CYANE 293.14 1.5 2
19 RB BENION!TRILE 293 . 15 4.70C 2
18 RA BENZONITRILE 293.1% 1.33 2
98 3B RFMIONITRILE 293.15 7.%3 2
17 RR RENZONTTRILE 293.15 1.58 2
61 B8 BENIONITRILE 293,11 6.08 2
10 BB BENZONITRILE 293 .15 1.41 2
48 B8 BENZONITRILE 2973 .15 3.10 2
8 BB BENZONITRILE 293.15 4.0 4
RO BB BRENZONITRILE 293.1% 6.68 2
6 RB BENZONITRILE 293.135 0.70 2
50 8B BENZONITRILE 293.15 3.62 2
12 88 BENZONITRILE 293.15 4.92 2
46 88 BENZONITRILE 293.15 2.12 2
1 B8 BENZONITRILE 293.18 2.33 2
40 91 TOLUENE 293.15 1.19 2
28 91 TOLUENE 293.15 1.08 2
4 91 TOLUENE 293.15 0.67 2
36 31 TOLUENE 293,15 1.28 2
2 91 TOLUENE 293.i8 .02 2
1 31 TOLUENE 283.15 1.27 2
9 91 TOLUENE 293.15 4.41 4
45 31 TOLUENE 293.15% 1.18 2
11 91 TOLUENE 293.158 4 .00 2
A8 81 TOLUENE 283.18 1.37 2
18 91 TOLUENE 293.15 0.88 2
50 81 TOLUENE 293.18 1.44 2
21 91 TOLUENE 293.15 1.98 2
61 91 TOLUENE 293 .15 1.80 2
8 91 TOLUENE 293.15 23.10 2
T2 31 TOLUENE 293.15 1.89 2
11 91 TOLUENE 293.14% 1.06 2
80 91 TOLUENE 293.15 1.74 2
6 91 TOLUENE 283.15 0.85 2
19 91 TOLUENE 293.15 18.40 2
10 91 TOLUENE 293.1% 1.18 2
87 81 TOLUENE 293.15 1.21 2
1 92 ANISOLE 293.1% 1.82 2
36 92 ANISOLE 293 .15 1.08 2
2 32 ANISOLE 293.19% 1.30 2
406 92 ANISOLE 293.15 1.54 2
6 92 ANISOLE 293.1% 0.77 2
48 92 ANI1SOLE 283.15 2.25 2
10 92 ANISOLE 293 .15 1.14 2
50 82 ANISOLE 283.15 2.43 2
17 92 ANISOLE 293,18 1.12 2




~A36-

SLT  SLV GAMMA
10 ID SOLVENT TEMP INF. REF
61 92 ANISOLE 283.15  3.64 2
19 92 ANISOLE 293.1% 10.00 2
86 92 ANISOLE 293.15 1,05 2
4 92 ANISOLE 293.1%  0.68 2
72 92 ANISOLE 293.1%  13.10 2
11 92 ANISOLE 293.15  2.26 2
80 92 ANISOLE 293.15%  3.94 2
28 92 AN1SOLE 283.15  1.14 2
18 92 ANISOLE 293.15  1.08 2
8 92 ANISOLE 293.15 11.00 2
98 92 ANISOLE 293.15  4.25 2
18 98 N~-HEPTANE 293.15  1.62 2
17 98 N-HEPTANE 293.15  1.90 2
40 98 N-HEPTANE 283.15  1.44 2
48 98 N-HEPTANE 295.15 1.03 2
28 98 N-HEPTANE 293.15  1.47 2
1 98 N-HEPTANE 293.15  1.30 2
18 101 ACETOPHENONE 293.15 1.18 2
46 101 ACETOPHENONE 293.15  1.92 2
2 101 ACETOPHENONE 283.18 1.70 2
48 101 ACETOPHENONE 293.1%5 2.B2 2
8 101 ACETOPHENONE 283.15 0.62 2
50 101 ACETOPHENONE 293.15 3.88 2
10 101 ACETOPHENONE 293.18  1.23 2
61 101 ACETOPHENONE 293.i%  5.00 2
1 101 ACETOPHENONE 293.15 2.05 2
72 101 ACETOPHENONE 293.15  4.40 2
28 101 ACETOPHENONE 293.15 1.39 2
80 101 ACETOPHENONE 293,15 6.84 2
8 101 ACETOPHENONE 293.15  3.47 2
94 101 ACETOPHENONE 293.15 4.63 2
18 101 ACETOPHENONE 293.15 3.62 2
17 101 ACETOPHENONE 293.1% 1,42 2
4 101 ACETOPHENONE 293.15 0.58 2
88 101 ACETOPHENONE 293.15  7.58 2
20 103 P-XYLENE 293,15 1.03 2
40 103 P-XYLENE 293.18 1.24 2
48 103 P-XYLENE 293.1%  1.03 2
8§ 103 P-XYLENE 293.15 0.85 2
48 103 P-XYLENE 293.15 1.19 2
11 103 P-XYLENE 293.1% 5.08 2
50 103 P-XYLENE 293.15 1.284 2
18 103 P-XYLENE 293.15  1.00 2
61 103 P-XYLENE 293.15  1.48 2
1 1063 P~XYLENE 293.15 1.07 2
86 103 P-XYLENE 293.1% 0.99 2
87 103 P-XYLENE 293.18 1.08 2
- P-XYLENE 293.15 0.93 2




SLV

o
103
103
103
103
103
103
108
108
108
108
108
108
108
108
108
108
108
108
108
108
108
108
108
108
108
109
109
109
109
109
109
109
109
109
108
109
109
109
109
109
109
109
109
109
108
109
108
110
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SOLVENT
P-XYLENE
P-XYLENE
P=~XYLENE
P-XYLENE
P-XYLENE
P-XYLENE
1300CTANE
1SOOCTANE
1SOOCTANE
ISOOCTANE
1S00CTANE
1S00C TANE
IS00CTANE
[S00CTANE
1800CTANE
[S00CTANE
1SO0CTANE
1S00CTANE
ISOOCTANE
1S00CTANE
1SOOCTANE
IS00CTANE
1S00C TANE
ISOOCTANE
1SOOCTANE
N-OCTANE
N-OCTANE
N-OCTANE
N-OCTANE
N-OCTANE
N~OCTANE
N~-OCTANE
N-OCTANE
N-OC TANE
N-OCTANE
N=-OC TANE
N-OCTANE
N-OCTANE
N~OCTANE
N~-OCTANE
N-OCTANE
N~OCTANE
N=-OCTANE
N~OCTANE
N=-OCTANE
N-OCTANE
N~OCTANE
N~OCTANOL

TEMP
293.15
293.15%
293.18
293.18
293.15§
293.15
293.185
293.18
293,15
293.1%
293.15
293.18%
293,15
293.15%
293.15
293. 1%
293.15
293 .19
293.18
293,15
293,158
293.18
93. 15
293.18%
293.18%
283.15%
2493.18
293,18
293,15
293.15
293.15%
293.15
283.18%
283.15
293.18
293.15
293.15
293.1%
293.15
293.1§
293.15
293,18
293.18
293.18
293.18
283,158
283,15
293.18

GAMMA
IMe
1.03
1.35
1.33
2.13
1.06
1.44
1.33

46.00

20.00
2.13
7.158

38.50
1.47

31.50
3.86
1.87
3.12
0.98
0.98
1.98
0.97
1.863

18.90

78.00
0.99
4.18
0.88
1.82

50.50
c.97

20.80

80.00
7.30
1.886
1.47
2.90
1.50
1.80
3.26
2.15
0.99

31.30
0.94
1.26

19.10

39.80
1.43

1.80

X
m
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SLT  SLV GAMMA
ID SOLVENT TEMP INF. REF
110 N-OCTANOL 293.1% 2.1313 P4
110 N-OCTANOL 293.15  1.74 2
110 N~OCTANOL 293.15% 7.48 2
110 N-OCTANOL 293.15  1.71% 2
110 N-OCTANOL 293,15 2.06 2
110 N-OCTANOL 293.15 0.9% 2
110 N=-OCTANOL 293.15 2,57 2
110 N-OCTANOL 283.15 1.99 2
110 N=-OCTANOL 293.1% 1.986 2
110 N-OCTANOL 293.15 2.37 2
110 N-OCTANOL 293.15 .34 2
110 N-OCTANOL 293.15 2.10 2
110 N-OCTANOL 293.15  2.02 2
110 N-OCTANOL 283.15 2,29 2
110 N-OCTANOL 203.15  10.40 2
89 BENZYL CHLORIDE 283.20 12.10 2
89 BENZYL CHLORIDE 203.20 4.10 2
89 BENZYL CHLORIDE 293.20 2.62 2
B9 BENZYL CHLORIDE 293.20 1.03 2
89 BENZYL CHLORIDE 203.20 1.08 2
89 BENZYL CHLORIDE 293,20 13.90 2
89 BENZYL CHLORIDE 293.20 0.85 2
89 BENZYL CHLORIDE 293,20 2.28 2
89 BENZYL CHLORIDE 293.20 4.40 2
89 BENZYL CHLORIDE 293.20 1.80 2
89 BENZYL CHLORIDE 293.20 1.80 2
89 BENZYL CHLORIDE 293.20  1.48 2
89 BENZYL CHLORIDE 293.20 0.83 2
83 BENZYL CHLORIDE 293.20 1.22 2
91 TOLUENE 293.20 2.54 2
98 N-HEPTANE 293,20 B6.00 2
98 N-HEPTANE 293.20 21.90 2
98 N-HEPTANE 293.20 3.29 2
98 N-HEPTANE 293.20 0.99 2
98 N-HEPTANE 293.20 1.50 2
89 N-HEPTANE 293.20 2.20 1
88 N-HEPTANE 293.20 0.98 2
98 N-HEPTANE 293.20 41.00 2
98 N-HEPTANE 203.20 30.00 2
98 N-HEPTANE 293.20 1.00 2
98 N-MEPTANE 293.20 19.80 1
98 N-HEPTANE 293.20 0.97 2
98 N-HEPTANE 293.20  1.47 1
88 N-HEPTANE 293.20 0.98 2
88 N-HEPTANE 293.20 3.30 2
98 N-HEPTANE 293.20 1.94 2
98 N-HEPTANE 293.20 51.00 1
88 N<-HEPTANE 283.20 1.20 2
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SLT  SLV GAMMA
10 ID SOLVENT TEMP INF. REF
11 101 ACETOPHENONE 293.20 1.65% 2
21 133 M~-HEXADECANE 293.20 6§.30 58
20 80 N-HEXANE 295.00 19.20 1
11 80 N-HEXANE 295.00 27.80 1
44 80 N~-HEXANE 296 .60 5.90 1
87 B0 N-HEXANE 298.00 1.10 1
14 80 N-HEXANE 288.00 3.17 3
32 B0 N-HEXANE 298.00 4.38 1
70 B0 N-~-HEXANE 298.00 7.10 }
11 80 N-HEXANE 298.00 2.07 1
186 80 N-HEXANE 298.10 20.70 1
36 80 N-HEXANE 298,10 3.39 1
19 87 TRIETHYLAMINE 298.15 1.82 4
66 90 BROMOANISOLE 298.15 1.14 2
40 90 BROMOANISOLE 298.18 1.84 2
12 30 BROMOANISOLE 298.1% 3.02 2
36 90 BROMOAN ISOLE 298.15  1.19 2

4 90 BROMOANISOLE 298.18 0.43 P4
14 90 BROMOANISOL E 298.15  1.13 2
11 90 BROMOAN ISOLE 208.15 2,75 2
17 90 BROMOANISOLE 298.15 1.28 2
80 90 BROMOANISOLE 298.15  4.28 2
18 90 BROMOANISOLE 298.15 1.20 2
10 90 BROMOANISOLE 298.15 1.23 2

2 90 BROMOANISOLE 298.15 1,50 =z
21 30 BROMOAN [ SOLE 298.15  1.39 2
46 30 BROMOANISOLE 298.15 1.78 2
40 111 QUINOLINE 298.15  2.39 2
18 111 QUINOLINE 298.15  1.27 2
4 111 QUINOLINE 298.15 0.47 2
36 111 QUINOLINE 298.15  1.49 2
17 111 QUINGLINE 298.15 1.85 2
66 111 QUINOLINE 298.15 1.32 2
14 111 QUINOLINE 298.18  0.92 2
72 111 QUINGLINE 298.15  4.35 2
11 111 QUINOLINE 298.15 2.14 2
48 111 QUINOLINE 298.15 2.43 2

2 111 QUINOLINE 208.15 1.8 2
21 111 QUINOLINE 298.15 1.50 2
10 111 QUINOLINE 298.15  1.25 2
80 111 QUINOLINE 298.15  6.50 2
10 112 PROPIOPHENONE 298.18  1.21 2
40 113 BENZYL ACETATE 298.15 1.68 2
21 113 BENZYL ACETATE 298.15 1.12 2
18 113 BENZYL ACETATE 298.18  1.02 2
72 113 BENZYL ACETATE 288.15 3.4%5 2
17 119 BENZYL ACETATE 298.18  1.32 2
46 113 BENZYL ACETATE 298.18 1.88 2




SLT
10
14
36
11
80
10

66
28

17

40
21
10
18
14
36
66
80

28
46
1
72

109
37
87
32
91

32

5 ]
g1
87
28
37
32
108
32
109
37
91
19
66
48
46
80

SLV
ID
P
113
113
113
111
13
3
113
t13
119
119
116
119
119
119
119
19
119
119
119
19
119
118
119
80
80
80
80
8¢
87
87
87
B
88
$0
91
91
91
92
92
92
92
92
92
93
93
93
93
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SOLVENT
REMZYL ACETATE
BENZYL ACETATE
BENZYL ACETATE
BENZYL ACETATE
RENZYL ACETATE
BENZYL ACETATE
RENZYL ACETATE
RENZYL ACETATE
BENZYL ACETATE
BROMONAPH rHALENE
HROMONAPHTHALENE
BROMONAPH THAL ENE
HROMONAPHTHALENE
BROMONAPH THAL ENE
BROMONAPHTHALENF
BROMONAPHTHAILLENE
BROMONAPHTHALENE
RROMONAPH THALENE
BROMONAPH THAL ENE
BROMONAPH THAL ENE
MONAPHTHALENE
MONAPHTHALENE
BROMONAPH THAL ENE
BROMONAPH THALENE
N-HEXANE
N-HEXANE
N-HEXANE
N-HEXANE
N-HEXANE
TRIETHYLAMINE
TRIETYYLAMINE
TRIETHYLAMINE
TRIETHYLAMINE
BENIONITRILE
BROMOAN ISOLE
TOLUENE

TOLUENE

TOLUEME

ANISOLE

ANISOLE

AN SOLE

ANISOLE

ANISOLE

ANISOLE
HEPTANENITRILE
HEPTANENITRILE
HEPTANENITRILE
HEPTANENITRILE

TEMP
298 .

294,

298,

298.

2198 .

298 .

298 .

208 .
298,
2GR,

298 .

298 .

298.

298 .

298,

298.

298,

288&.

298,

298,
294,
298 .
298 .
298.
298,
298,
298.
.20
298 .
298.
298.
298.
294,
298.
298
298

2948

298,

298,

298,

298.
298.
.20
.20
.20

298
298
298
293,

298 .
298,
298,

15
15
15
5
16
15
185
15
)
15
15
1%
1h
15
15
15

15
15
15
15
15
15
15
e
20
20

20
20
2Q
20
20
20
20
20
20
20
20
20
20

20
20
20
20

GAMMA
INF.

0
1

b

A
.00
.51
.28
13
.41
.04
.22
.51
.22
.13
.14
I
.24
.23
.43
.82
.39
.90
.57
.49
.06
.40
.80
.02
12
.00
.19
.87
.95
.08
.24
.08
.84
41
.25
.37
.44
.86
.01
.96
.96
.43
.12
.90
. B7
.30
.01

Y
m
-
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SUT 3LV GAMMA
10 10 SOLVENT TEMP [MF. REF
72 99 HMEPTANENITRILE 288.20 2.9 32
87 98 N-HEPTANE 788.20 1.00 9
A8 101 ACETOPHENONE 29%. 20 3.06 136
R0 101 ACETOPHENONE 298.20 5.08 36
AG 101 ACETOPHENONE 29R8.20 2.0% 36
98 101 ACETOPHENONE 298.20 6.82 136
a7 101 ACETOPHENONE 298.2¢0 3.07 9
68 181 ACETOPHENONE 298.20 1.20 138§
37 10Y ACETOPHENONE 298.20 6.92 4
61 101 ACETOPHENONE 293,20 5.37 36
32 101 ACETOPHENONE 298.20 1.02 4
66 101 ACETOPHENONE 298 20 1.2 92
91 101 ACETOPHEMONE 298.20 1.88 4
80 101 ACE 'OPHENONE 298,20 5.7&4 32
159 101 ACETOPHENONE 298.20 8.8% 4
72 101 ACETOPMENONF 298 .20 4.34 36
19 101 ACETOPHEMONE 298.20 2.58% 4
g1 103 P-XYLENE 298.20 .03 4
109 103 P-XYLENE 298.20 1.41 8
91 108 ISOOCTANE 2%98.20 1.48 4
37 108 ISOOCTANE 298 .20 3.6 4
32 108 ISOOCTANE 294 .20 31.83 4
91 110 N-OCTANOL 298.20 2.19 4
9 110 N-OCTANOL 298.20 8.52 4
37 110 N-OCTANOL 298.20 2.208 4
32 110 N=OCTANOL 298.20 1.94 4
28 T11 QUINOL IMNE 298.20 1.%9 2
109 111 QUINOLINE 298. 210 9.02 4
37 111 QUINOL INE 298.20 1.21 4
68 112 PROPIOPHENONE 298.20 1.7 2
14 112 PROPIOPHENONE $88.20 0.83 2
ac 112 PROPIOPHENONE 298.20 4.57 2
36 112 PROPIOPHENONE 298.20 1.30 2
46 112 PROPIOPHENOME 298.20 1.70 2
2 112 PROPIOPHENONE 298.20 1,83 2
12 112 PROPIOPHENONE 298.20 3.41 2
40 112 PROPIOPHENONE 298,20 1.713 2
308 112 PROPIOPHENONE 298.20 1.B0 2
21 112 PROPIOPHENONE 288.20 1.37 4
28 112 PROPIOPHENONE 298.20 1.29 2
18 112 PROPIOPHENONE 298.20 1.09 2
4 112 PROPIOPHENONE 298.20 0.54 2
17 112 PROPIOPHENONE 298.20 1.35% 2
aa 121 DECALIN 298.20 1.26 132
109 128 N-DECANE 298 .20 1.08 4
91 126 N-DECANE 298.20 1.30 4
37 126 N-DECANE 298.20 3.30 4
32 126 N~-DECANE 298.20 3.79 4




SLTY
ID
19
61
32
652
22
61
98
8n
)
80
8%
75
31
23
82
109
BYS
21
83
R3
81
36
32
108
91
31

18
39

12
43
24
AQ
73
80
69
72
66
41
66
41
83
62
61
85
66
61

SLV

0
133
133
133
133
133
133
133
133
133
133
133
133
133
133
133
133
133
133
133
133
133
133
142
142
142

80

80

80

80

80

80

a0

80

80

e

88

88

as

B8
126
126
133
133
133
133
133
142
142

~-Ag 2~

SOLVENT
N-HEXADECANE
N-HEXADECANE
N-HEXADECANE
N-HEXADECANE
M~-HEXADECANE
N-HEXADECANE
N-HEXADECANE
N-HEXADECANE
N-HEXADECANE
N-HEXADECANE
N-HEXADECANE
N~-HEXADECANE
N~-HEXADECANE
N-HEXADECANE
N-HEXADECANE
N-HEXADECANE
N-HEXADECANE
N-HEXADECANE
N-MEXADECANE
N~HEXADECANE
MN-HEXADECANE
N-HEXADECANE
N~-SQUALANE
N-SQUALANE
N~-SQUALANE
N-HEXANE

N -HEXANE
N-HEXANE
N-HEXANE
N-HEXANE
N-HEXANE
N-HEXANE
N-HEXANE
N-HEXANE
BENZONITRILE
BENZONITRILE
BENZIONITRILE
BENZONITRILE
BENZONITRILE
N-DECANE
N~-DECANE
N-HEXADECANE
N-HEXADECANE
N-HEXADECANE
N-HEXADECANE
N-HEXADECANE
N-SQUALANE
N-SQUALANE

TEMP

2498,
298.
298,
298 .
298,
298,

298

298

298

29%

301
301
301
301
301
301
301
kIR
301
303

20
20
20
20
20
20

.20
298,
298,
.20
298.
298.
.20
298.
298.
298.
298.
298.

20
20

20
20

20
20
20
20
20

.20
298,
298,
298.
288,
298,
298,
.00
.00
.00
.00
.00
.00
.00
.00
.00
, 20
3103,
303.
303,
303,
303.
303.
303,
303.
303.
303.
303.
303.
3013.

20
20
20
20
20
20

20
20
20
20
20
20
20
20
20
20
20
20
20

GAMMA
INF .

41

ar

- a3

.00
.89
. 80
.89
.70
.83
.93
.89
.50
.90
.85
.
.80
.60
.84
.99
L9
.30
.91
.94
.85
.80
.03
.69
.70
.00
.58
.62
.52
.20
.09
.00
10
.45
.73
.90
.58
.41
17
.87
.23
.74
.93
.82
.88
.91
.65
.58

REF
58
58
58
60
58
60
60
60
58
37
58
58
58
58

60

60

60

58

60

58

60

50
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SLT
In
80
98
72
83
19
34
91

109
98
42
95
72
85
62
83
50
68
81

106
73
82
84
61
80
32
72
20

B2
38

48
73
61
80
66
98
18
9%
50
88
28
18
11
83

81

SLY

N
142
147
142
142

RO

80

a0
135
135
135
135
135
135
135
135
135
135
135
135
135
1386
135
13%
13%
129
129
128
129
129
129
129
129
129
129
129
129
129
129
129
129
128
129
128
129
128
129
130
130

-Ad )~

SOLVENT
N-SQUAILANE
N-SQUALANE
N-SQUALANE
M~-SQUALANE
N-HEXANE
N-HEXANE
N-HEXANE
N-OCTADECANE
N-OCTADECANE
N-OCTADECANE
N~-QCTADECANE
N-OCTADECANE
N~OCTADECANE
N-OCTADECANE
N-OCTADECANE
N-OCTADECANE
N=-OCTADECANE
N-OCTADECANE
N-OCTADECANE

N -OCTAQECANE
N~OCTADECANE
N-QCTADECANE
N-QCTADECANE
N-OCTADECANE
PALMITANITRILE
PALMITANITRILE
PALMITANITRILE
PALMITANITRILE
PALMITANTITRILE
PALMITANITRILE
PALMITANITRILE
PALMITANITRILE
PALMITANITRILE
PALMITANITRILE
PALMITANITRILE
PALMITANITRILE
PALMITANITRILE
PALMITANITRILE
PALMITANITRILE
PALMITANITRILE
PALMITANITRILE
PALMITANITRILE
PALMITANITRILE
PALMITANITRILE
PALMITANITRILE
PALMITANITRILE
1-HEXADECENE
1-HEXADECENE

TEMP

303.
3013.
303.
303,
104 .
204 .
1048 .
308.
.20
308.
308,
308.
308.
308.
308.
308.
308.
308.
308,
308.
308,
308.
308.
308.
313,
313.
313,
313.

08

313

313,
313,
313,
313.
313,
313,
313.
313,
313,

313

*

313.
313.

313
313
313

*
L]
.
.

3113,
313.20
313.20

20
2N
<0
20
B0
RO
B8O
20

20
20
20
20
20
20
20
20
20
20
20
20
20
20
20
20
20
20
20
20
20
20
20
20
20
20
20
20
20
20
20
20
20
20
20
20
20

GAMMA

INF .
.61
.67
.49
.61
.00
.65
.59
A
.89
.88
.89
.18
.91
.90
.94
.88
.89
.88
.92
.89
.88
.97
.87
.88
.04
.13
.95
.52
.38
.39
.18
.71
. G4
.19
.32
.42
67
51
.67
.27
.12
.45
.72
1.68
0.83
1.44
1.18
G.88

.
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REF
58
58
58
58

69
65
6%
65
85
68
65
65
65
65
8%
65
65
65
6%
65
65
59
59
%9
59
59
59
59
59
59
59
59
59
59
59
59
59
59
59
59
59
59
59
$9
59




3LT
10

66
16
72
18
73
28
80
36
82
50
a3
17
A5
32
95

48
20
88
61
RS
38
48

50

88
17
12
20
73
32
80

82
18
83
95
28
13
98
85
38
83
48

50

SLv

10
130
130
130
130
130
130
130
130
130
130
130
130
130
130
130
130
130
130
130
130
131
131
131
131
131
131
13
131
131
131
131
131
131
1N
131
131
131
131
131
131
131
131
132
132
132
192
132
132

~-Ad4

SOLVENT
1-HEXADECENE
J-HEXADECENE
1-HEXADECENE
1-HEXADECENE
1 -HEXADECENE
1-HEXADECENE
1~-HEXADECENE
1-HEXADECENE
1-HEXADECENE
1-HEXADECENE
t-HEXADECENE
1-HEXADECENE
1-HEXADECENE
1-HEXADECENE
1~HEXADECENE
1-HEXADECENFE
1~-HEXADECENE
I~HEXADECENE
1~HEXADECENE
1-HEXADECENE
N-HEXADECYL
N-HEXADECYL
N-HEXADECYL
N-HEXADECYL
N~-HEXADECYL
N-HEXADECYL
N-HEXADECYL
N-HEXADECYL
N~-HEXADECYL
N-HEXADECYL
N-HEXADECYL
N-HEXADECYL
N-HEXAQECYL
N-HEXADECYL
N-HEXADECYL
N-HEXADECYL
N-HEXADECYL
N-HEXADECYL
N~-HEXADECYL
N-HEXADECYL
N~HEXADECYL
N-HEXADECYL
N-HEXADECYL
N-HEXADECYL
N-HEXADECYL
N~-HEXADECYL
N-HEXADECYL
N~-HEXADECYL

CHLORIDE
CHLORIDE
CHLORIDE
CHLORIDE
CHILLORIDE
CHLORIDE
CHLORIDE
CHLORIDE
CHLORIDE
CHLORIDE
CHLORIDE
CHLORIDE
CHLORIDE
CHLORIDE
CHLORIDE
CHLORIDE
CHLORIDE
CHLORIDE
CHLORIDE
CHLORIDE
CHLORIDE
CHLORIDE
BROM!DE

BROMIDE

BROMIOE

BROMIDE

BROMIDE

BROMIDE

TEMP

313,
.20
3173.

313
313
313

313
313
313

313

313
313
313

313
313

313
313
313

313

313

313

313

20

20

.20
.20
313.
313.
.20
.20
.20
313.

20
20

20

.20
313,
313.
313.

20
20
20

.20
.20
.20
313.

20

.20
. 20
313.
313.
313,

<0
20
20

. 20
.20
.20
313.
.20
313.
313,
313,
. 20
313.
313.
313.
.20
313.
313,
313.
313.
313.
313.

*

313.
313.
313.
313.

20

20
20
20

20
20
20

20
20
20
20
29
20
20
20
20
20
20

GAMMA

INF.
.78
.93
.09
.80
.01
.90
.01
.91
1
.90
.88
.96
.13
. 98
41
.92
.87
.B3
.81
.94
.97
.03
.49

.18
.91
. 89
.74
.80
.83
.10
.83
.60
.99
.69
.98
.B1
.04
.95
.82
.16
.00
.13
.68
.13
.87
T
.91
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REF
59
59
59
59
59
59
59
58
59
59
89
59
59
59
59
59
59
59
59
59
59
59
59
59
59
59
59
59
59
59
59
89
59
59
59
59
$9
59
59
598
59
L3
59
59
89
59
§9
59




SLT
ID
16
61
18
66
20
12
32

73
5

80
95
82
?
2R
17
98
A
32
a5
82
117
31
6
BS
2
32

108

15

98
36
19
36
21
42
22
48
28
50
80
59

4
61
98
75
61
95
66
30

SLv
10
132
132
132
132
132
132
132
132
132
132
132
132
132
132
132
132
133
133
133
133
133
133
133
133
133
133
133
133
133
133
133
133
133
133
133
133
133
133
133
133
133
133
133
133
133
133
133
133

~A4%

SOLVENT
N-HLXADECYL
N=-HEXADECYL
N-HEXADECYL
N-HEXADECYL
N-HEXADECYL
N-HEXANECYL
N-HEXADECYI.
M-HEXADECYL
N-HEXADECYL
N-HEXAOQECYL
N-HEXADECYL
N-HEXADECYL
N-HEXADECYL
N-HEXADECYL
N=-HEXADECYL
N-HEXADECYL
N-HEXADECANE
N-HEXADECANE
N-HEXADECANE
N-HEXADECANE
N-HEXADECANE
N-MEXADECANE
N-HEXADECANE
N-HEXADECANE
N-HEXADECANE
N-HEXADECANE
N-HEXADECANE
N-HEXADECANE
N-HEXADECANE
N-HEXADECANE
N-HEXADECANE
N-HEXADECANE
N-HEXADECANE
N-HEXADECANE
N-HEXADECANE
N-HEXADECANE
N~HEXADECANE
N-HEXADECANE
N-HEXADECANE
N-HEXADECANE
N-HEXADECANE
N~-HEXADECANE
N-HEXADECANE
N-HEXADECANE
N-HEXADECANE
N~HEXADECANE
N-HEXADECANE
N~-HEXADECANE

BROMIDE
BROMIDE
BROMIDE
BROMI DE
BROMIDE
BROMI DE
BROMIDE
BROMIDE
BROMIDE
BROM]DE
BROMIDE
BROMIDE
BROMIDE
BROM]I DE
BROMIDE
BROMIDE

TEMP
313
313

313

313

313
313
313
313

313

313

313

313

313

313
313

313

.20
.20
313,
313.

20
20

. 20
3173,
313.
313.

20
20
20

.20
313,
313,
.20
.20
.20
.20
313,
.20
313.
313.
313.
313,
.20
.20
.20
313,
313.
313.
313,
.20
313,
313.
.20
.20
313,
313.
«13,
313.
313.
313.
.20
313,
313,
313.
313,
313.
313,
313.
313.

20
20

20

20
20
20
20

20
20
20
20

20
20

20
20
20
20
20
20

20
20
20
20
20
20
20
20

-t OO0 2 DDWORNONDBOWODO VOO OMNQO +»+ODO00C = = 20— 2000 -
-
—tt

6.87

0.71
0.88%
0.93
1.01
0.82

REF
59
59
59
59
59
59
59
59
59
59
59
53
59
59
59
S9
58
S9
58
58
81
58
58
58
58
58
61
58
61
58
58
89
58
61
58
59
58
59
61
58
58
61
59
58
58
s8
59
61




SLT
N
83
1R
72
23

20
17
73

2
70
32
24
40
12
31
43
18

4
39
44
14
36
16
91
34
19
87
i

9
20
"
80
14
88
g8
99
71
50

100
48
72
18
73
81
T4
82
16
8¢9
41

SLY

~A4 6~

1D SOLVENT

133
133
133
133
t33
133
133
a0
80
A0
80
80
80
80
BO
80
80
80
80
80
B0
20
80
80
R0
a0
80
80
80
80
87
87
87
134
134
134
134
134
134
134
134
134
134
134
134
134
134
134

N-HEXADECANE
N-HEXADECANE
M-HEXADECANE
N-HEXADECANE
N-HEXANDECAME
N-HEXADECANE
N-HEXADECANE
N~HEXANE
N-HEXANE
N-HEXANE
N-HEXANE
N-HEXANE
N-HEXANE
N~HEXANE
N-HEXANE
N=HEXANE
N-HEXANE
N~HEXANE
N-HEXANE
N-HEXANE
N-HEXANE
N=HEXANE
N-HEXANE
N-HEXANE
N-HEXANE
N-HEXANE
N-~HEXANE
N~HEXANE
N=-HEXANE
N-HEXANE
TRIETHYLAMINE
TRIETHYLAMINE
TRIE THYLAMINE
N~HEXADECANOL
N~HEXADECANOL
N-HEXADECANOL
N-HEXADECANOL
N=HEXADECANOL
N-HEXADECANOL
N-~HEXADECANOL
N-HEXADECANOL
N-HEXADECANOL
N~HEXADECANOL
N-HEXADECANOL
N~HEXADECANOL
N-HEXADECANOL
N-HEXADECANOL
N=-HEXADECANOL

TEMP

313,
3173,
.20
3173,
3173,
313.
313,
315,
319,
318,
315,
315,
318,
315,
.30
315,
318,
315,
.00
316.
316.
316.

313

316

316

322

L]

322.
.80
.90
.90
322.
322.
.90
.50

322
322
322

322
323

323.

323
326
326

326.
.30

326
326

328,
326.

328.

326,
3286.
326.
328.

326

L]

328.
3256.30

20
20
20
20
20
20
00
10
30
30
30
30
30

30
30
30

00
00

00

80
80

90
90

50
50
30
30
30

30
30
30
30
30
30
30
30
30
30

GAMMA
INF.

0
L
c
3

26

2
2
15

23.

16
23
13

-l
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.90
16

.19
.10
.50
.25
.91

.20

.30

.97
.50
.40
.09
.10
.50
.54
.53
.50
.83
LT3
.95
.20
.46
.59
00
.10
.80
.90
.60
.B7
.08
.44
.28
.16
.78
.58
.43
.85
.31
.29
.36
.53
.85
A2
.59
.34
.18
17

REF
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SLT
ID
28
91

80
95

8%

B1
656
38

83

14

10
39
69
98
50
14
10

28
48
91

47
72
15
73
RS
66
80
T4
LR

62
71
s

61
18
83
100
39
98

SLV

n
134
134
134
134
1384
134
134
134
134
134
134
134
134
134
134
134
134
134
136
138
136
138
1368
1386
146
136
136
138
1386
136
136
136
136
136
136
1368
138
138
138
138
136
136
136
136
1386
136
138
138

~A47-

SOLVENT
N-HEXANECANOL
N-HEXADECANOL
N-HEXADECANOL
N-HEXADECANOL
N-HEXADECANOL
N-HEXADECANOL
N-HEXADECANNL
N-HEXADECANOL
N~HEXADECANOL
N-HEXADECANOL
N=HEXADECANOL
N=-HEXADECANOL
N-HEXADECANOL
N-~HEXADECANOL
N=-HEXADECANOL
N-HEXADECANOL
N~HEXADECANOL
N-HEXADECANOL
N-E ICOSANE
N~-EICOSANE
N-E 1COSANE
N-EICOSANE
N-ETCOSANE
N-E ICOSANE
N~ ICOSANE
N-E I COSANE
N-F ICOSANE
N~E JCOSANE
N~E1COSANE
N-E[COSANE
N-E ICOBANE
N=F [ COSANE
N~E ICOSANE
N~-EICOBMNE
N-EICOBANE
N-E ] COBANE
N=E1COSANE
N-E ICOSANE
N-EICOSAME
N-EICOSANE
N-EICOSANE
N-EICOSANE
N-EICOBANE
N-EICOSANE
N~E ICOSANE
N-EICOSANE
N-E1COSANE
N~EICOSANE

TEMP

326.
326.
326.
326.
326.
326.
326.

326

326

326
326

30
30
30
30
30
30
30

.30
326.
328.
.30
326.
326.
328.
326.
326.
326.
326.
326.
328.
328,
326.
326,
126,
326,
3286.
326.
328.
326.
328.
326.

30
30

30
30
30
30
30
30
30
30
30
30
30
30
30
30
30
30
30
30
30
30

.30

.

328.
-30
328.
326.
326,
326.
326,
3268.
328.
326.
328.
326.
328.
3286.
3286.

326

30
30

30
30
30
30
30
30
30
30
30
30
30
30
30

GAMMA

INF,
.34
.23
11
.69
.63
.11
.90
.82
.21
.49
.10
.12
13
.47
.67
.84
.22
.43
.13
.92
.88
.59
.01
.89
.02
.19
.39
s
.59

.77
.88
.92
.80
.89
B3
.88
.81
.88
.90
.06
.98
. 85
A7
.92
.97
.03
.92

oﬂooﬂooﬂoocacoooaccc—&oc_.oq...-—iooa—ul._‘oq..-—l-..-d_.—i_‘—ladd - s b b

.74

REF
64
64
G4
64
64
64
64
64
Gd
64
64
64
G4
64
64
64
64
64
64
G4
64
64
64

G4
84
64
54
64
b4
654
64
G4
64
64
64
64
64
64
64
64
64
G4
64
G4
64
64
64




~A48~

SLT 8LV GAMMA
D ID SOLVENT FEMP INF. REF
99 136 N-EICOSANE 326.30 0.92 64
2 136 N-EICOSANE 126.30 0.78 G4
1 136 N~EICOSANE 326.130 1.48 64
28 142 N-SQUALANE 326.30 .70 G4
SR 142 N-SQUALANE 326.30 0.70 64
T 142 N-SQUALANE 326.30  1.06 64
59 142 N-SQUALANE 326 .30 0.52 64
142 N-SQUALANE 326.30 0.79 64
71 142 N-SQUALANE 326.30 0.57 64
2 142 N-SQUALANE 326.30 0.56 64
75 142 N-SQUALANE 326.30 0.55 64
85 142 N-SOUALANE 326.30 0.68 64
80 142 N-SQUALANE 326.30 0.67 &4
84 142 N~SQUALANE 326.30 0.57 64
66 142 N-SQUALANE 326.30 0.85 64
74 142 N-SQUALANE 326.30 0.61 64
91 142 N-SQUALANE 326.30 0.66 64
39 142 N-SQUALANE 326.30 0.713 64
81 142 N-SQUALANE 326.30 0.84 &4
61 142 N-SQUALANE 326.30 0.63 64
S0 142 N-SQUALANE 326.30 0.62 64
15 142 N-SQUALANE 326.30 0.82 &4
5 142 N-SQUALANE 326.30 0.71 64
47 142 N-SQUALANE 326.30 0.49 64
48 142 N-SQUALANE 328.30 0.57 64
10 142 N~SQUALANE 326.30 0.71 64
99 142 N-SQUALANE 326.30 0.69 84
84 142 N-SQUALANE 326.30 0.73 84
72 142 N-SQUALANE 326.30 0.53 &4
95 142 N-SQUALANE 326.30 0.89 &
82 142 N-SQUALANE 326.30 0.64 84
14 142 N-SQUALANE 326.30 1.06 &4
4 142 N-SQUALANE 326.30 0.65 84
73 142 N~SQUALANE 326.39  0.56 &4
38 142 N~SQUALANE 326.30  0.7% %4
100 142 N=-SQUALANE 326.30 0.1 s
83 142 N-SQUALANE 326.30  0.47 44
3 142 N~SQUALANE 389.30 0.8 84
17 80 N-HEXANE 329.10 V.83
87 80 N-HEXANE 33090 Y. 0%
44 80 N-HEXANE 339.10 4.8
66 98 N-HEPTANE NNty 2
31 80 N-MEXANME MV e
43 80 N-HEXANE NV W
4 80 N-HEXANE L. VA
40 B0 N-HEXANE 1 1N T I |
18 80 N-HEXANE ;g;\ll ‘3. 30 [
36 80 N-HEXANE .00 2.80 1




SULT
10
18
39
32
72
70
14

24
20
11

20
42
15
82
72
as
82
98
81
B3
A0
4
81
98
72
417
8§
83
94
75
61
48
72
18
S8
73

80
B2
66
20
83
36
17
50
8%
61

SLV
ID
80
80
RO
80
80
80
80
80
80
80
80

133

126

126

126

126

126

126

126

128

126

1286

126

126

133

133

133

133

133

133

133

133

134

134

134

134

134

13

134

134

134

134

134

134

134

134

134

134

~A49~

SOLVENT
N-MEXANE
N~HEXANE
N-HEXANE
N--HEXANE
N-HEXANE
N-HEXANE
N=-HEXANE
N-HEXANE
N-HEXANE
N-HEXANE
N-HEXANE
M-HEXANECANE
N-DECANE
N~-DECANE
N-DECANE
N-DECANE
N-DECANE
N-DECANE
N-DECANE
M-DECANE
N-DECANE
N-DECANE
N-DECANE
N-DECANE
N-HEXADECANE
N~-HEXADECANE
N-HEXADECANE
N-HEXADECANE
N=-HEXADECANE
N-HEXADECANE
N-HEXADECANE
N-HEXADECANE
N~HEXADECANOL
N-HEXABECANOL
N-HEXADECANOL
N-HEXADECANOL
N-HEXADECANOL
N-HEXADECANOL
N-HEXADECANOL
N-HEXADECANOL
N=-HEXADECANOL
N-HEXADECANOL
N-HEXADECANOL
N-HEXADECANOL
N-HEXADECANOL
M-HEXADECANOL
N-HEXADECANOL
N-HEXADECANOL

TEMP

332.
332.
332.
.00
332,
332.
332.
332.
332.
332.
332.
333.
333.
333.
333.
313,

332

333

.

333.

333

.

333.
333.
.20
333,
333.
333.
333.
333.
333,
333,
333,
333.
333,
333,
333.
333,
3313,
.20
333.
333,
333.
33)3.
333.

333

333

333
333

»

00
00
e

00
00
00
00
20
30
30
15
20
20
20
20
20
20
20
20
20

20
20
20
20
20
20
20
20
20
20
20
20
20
20

20
20
20
20
20
20

.20
333.
333.
333.
333.

20
20
20
20

GAMMA

INF,
.37
.43
.60
.07
.10
.45
.19
.60
.10
.70
.80
.88
.99
.93
.98
.94
.98
.98
.98
.97
.99
.97
.92
.98
.88

.13
.90

.19
.17
.97
.12
18
.08
.59
.35
.97
.47
.43
.07
.18
.48
.50
.22
.18
.52
, 29
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REF

— ek amh B b o e s —— b

58
58
58
58
58
58
58
58
58
58
S8
58
58
58
58
58
58
58
58
58
59
59
59
59
59
59
59
59
59
59
58
59
58
59
39
59




ST
(o
9%
28

32
31
14
14
35
16

40
ER
34

39
72
43
24
i8
32
44

1
20
24
32
36
16
19
117
30
98
i26
109
42
61
80
72
95

81

38
75
B3
A8
69

SLY
m
134
134
134
134
91
91
RO
RO
80
40
B0
o
80
8C
30
RO
80
RO
A0
RO
80
80
BO
80
91
81
91
91
91
133
133
133
133
133
133
133
133
134
134
134
134
134
134
134
134
134
134
134

SOLVENT

N~-rit XADEC ANOL
N-HEXADECANOL
N-HEXADECANOL
N-HEXADECANOL
TOLUENE
TOLUENE
N--HFEXANE
N-HEXANE
N-HEXANT
N-HEXANE
N-HEXANE
N-HEXANE
N-HEXANE
N-HEXANE
M-HEXANF
N-HEXANE
N-HEXANE
N-HEXANE
N-HEXANE
N-HEXANE
N-HEXANE
N-HEXANE
N~HEXANE
N-HEXANE
TOLUENE
TOLUENE
TOLUENE
TOLUENE
TOLUENE
N-HEXADECANE
N~-HEXADECANE
N-HEXADECANE
N-HEXADECANE
N-HEXADECANE
N~-HEXADECANE
N-HEXADECANE
N-HEXACECANE
N~-HEXADECANOL
N-HEXADECANOL
N-HEXADECANOL
N-HEXADECANOL
N-HEXADECANOL
N-liEXADECANOL
N-HEXADECANOL
N-HEXADECANOL
N-HEXALECANOL
N~HEXADECANOL
N~-HEXADECANOL

TEMP

333.

733

333
.20
3,20
138 .
31319,
339,
.40
340.
340,
340.
340 .
340.
340 .
340,
340,
340.
340,
340 .
340.
.80
340 .
340.
342.
342,
342.
342.
342,

333
338

339

340

343

343

343

3417

347

347

347

20
20
20

20
40
40

10
10
10
20
30
30
30
30
30
30
30
60

30
90
10
70
70
170
90

.20
343.
.20
3413,
143
.20
343.
343.
.30
347.
.30
347.
347.
.30
347,
347.
347,
347.

20

20
20

20
20

30

30
30

30
30
30
30

.30

GAMMA

INF
.47
.14
.18
.49
.24
.00
.32
.39
.00
.39
e
.70
.91
.16
.40
.06
.20
.50
.26
.40
.04
.80
40
.00
.85
.39
21
.38
.95
.94
.81
.90
.86
.92
. B4
.86
B8
R
51
.26
.49
.80
.32
.25
.58
.22
.08
.99
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64
64
64
54
54
64
64
64




SLT
[0
39
98

62
15
99
91
14
14
6 1
10
13
8%
50
66
100

11
47

80
29
48

7?
66
50

38
85
61
G9

100
T
94
R3
S8
R1
10
80
41
15
28
t

T4
95

SLv
10
124
134
134
134
134
Ry
134
134
134
134
134
134
144
134
134
134
138
134
134
134
134
134
136
136
136
1386
136
136
136
136
136
1386
136
136
136
138
136
136
136
136
136
136
136
1386
136
136
136
136

~AS 1 -

SOLVENT
N-HEXADFCANOL
N-HEXADECANOL
N-HEXANECANOL
N-HEXADECANOL
N-HEXADECANOI
N-HEXAQECAMNOI
N-HEXADECANIL
M-HEXAQECANOL
N-HEXADECANG(
N-HEXADECANGL
N-HEXADECANOL
N~-HEXADECANOL
N-HEXANECANOL
M-HEXANDECANOL
N-HEXADECANOL
N-HEXADECANOL
N-HEXADECANOL
N-HEXADECANOL
N-HEXADECANOL
N-HEXADECANOL
N-HEXADECANOIL
N-HEX&DECANOL
N-E1COSANE
N-EJCOSANE
N=-EICOSANE
N~EICOSANE
N-EJCOSANE
N-EICOSANE
N-E]1COSANE
N-E1COSANE
N-E]COSANE
N-EICOSANE
N~E1COSANE
N-EICOSANE
N-EICOSANE
N-EICOSANE
N-EICOSANE
N-EICOSANE
N-E1COSANE
N-EICOSANE
N-E1COSANE
N-ETCOSANE
N-EI1COSANE
N-EICOSANE
N~EICOSANE
N-EICOSANE
N-EICOSANE
N«EICOSANE

TEMP
347
147
347

347.

147
347
347
147

247 .
47
347.

147

347 .

3471
3477

147 .
347,

347
347

347 .

347
347
347

347 .

347
341

347,
347 .
3417.
347,
347.
347.
347,
347 .
3417,

347

347 .

347

347

147

347.

347

347.
347.

341
347
347
347

30
.30
.30
30
.30
.30
.30
.30
30
30
30
.30
30
.30
.30
30
30
.30
.30
30
.30
.30
.30
30
.30
.30
30
30
30
30
30
30
30
30
30
.30
30
.30
30
.30
30
.30
30
30
.30
.30
.30
.30

GAMMA

INF.
.28
. b4
.03
.48
1R
.G
13
.32
.41
.42
.07
.41

.3
.07
.10
.03
.44
.09
.85
.53
.19
11
.83
.29
.13
.85
.B1
.01
.39
.89
.83
T4
. 9%
. R7
.91
.B9
L9
.86
.92
.88
.58
.15

QOQQOOOOOOOOOOJOQO.‘QQ—_.nc..._a_.-__...-_._a_.___._._,.....;_,_.a‘_...»_d.

0.73
1.39
0.82
0.90

REF
H4
54
64
bd
64
64
64
64
64
64
64
64
64
64
G4
64
64
64
64
64
64
b4
64
64
64
64
64
84
G4
b4
G4
64
64
64
64
64
64
64
64

64

64

64

G4

654

G4

64

64

64




—“AGD -

SLT SLV GAMMA
m 1N SOLVENT TEMP INF  KEE
5 136 N-FICOSANE 347.70 0.90 64
39 136 N-E1COSANE 347.30 0.98 A
3 135 N-EICOSANE 947.30  0.7R 64
62 1368 N-£1COSANE 347 .30 0.44 G4
5 136 N-FICOSANE 347 .30 1.06 64
91 136 N-F1COSANE 347.30 G.RG6 64
73 136 N-EICOSANE 347.90 0.87 64
74 142 N-SQUALANE 387.30 0.62 64
95 142 N-SQUALANE 347.30 0.70 84
4 142 N-SQUALANE 3847.30 0.62 64
3 182 N-SQUALANE 347.30 0.59 64
61 142 N-SQUALANE 347.30 0.62 G4
38 142 N-SQUALANE 347.30 0.72 64
15 142 N-SQUALANE 347.30 0.77 64
72 142 N-SQUALANE 347.30 0.53 64
69 142 N-SQUALANE 387.30 0.52 64
100 142 N-SQUALANE 147.30 0.72 64
14 142 N-SQUALANE 347.30 0.97 G4
99 142 N-SQUALANE 347.30 0.69 64
10 142 N-SQUALANE 347.30 0.67 64
28 142 N-SQUALANE 347.30 0.67 64
80 142 N-SQUALANE 347.30 0.66 64
98 142 N-SQUALANE 347.30 0.70 64
7T 142 N-SQUALANE 347.30 0.85 64
B3 142 N-SQUALANE 347.30 0.65 64
48 142 N-SQUALANE 747.30 0.57 64
66 142 N-SQUALAMME 347.30 0.83 64
84 142 N-SQUALANE 347.30 0.73 64
B4 142 N-SQUALANE 347.30 0.66 64
6 142 N-SQUALANE 347.30 0.73 64
91 142 N-SQUALANE 347.30 0.568 64
15 142 N-SQUALANE 347.30 0.56 G4
81 142 N-SQUALANE 347.30 0.64 64
5 142 N-SQUALANE 347.30 0.68 G4
73 142 N-SQUALANE 347.30 0.66 64
2 142 N~-SQUALANE 347.30 0.54 G4
52 142 N-SQUALANE 347.30 0.62 &4
71 142 N-SQUALANE 347.30 0.66 64
85 142 N-SQUALANE 347.30 0.867 64
47 142 N-SQUALANE 347.30 0.49 64
38 142 N-SQUALANE 347.30 0.71 64
50 142 N-SQUALANE 347.30 0.61 64
68 87 TRIETHYLAMINE 348.70 1.22 1
80 87 TRIETHYLAMINE 348.70 1.06 1
9 87 TRIETHYLAMINE 348.70 6.70 1
11 87 TRIETHYLAMINE 348.70 5.50 1
18 87 TRIETHYLAMINE 348.70 1.02
14 87 TRIETHYLAMINE 348.70 1.40 1




SLT
[0
66
50
36
66
50
16
11
57
2
25
36
B0

66
20
13
32
14
80
83
126
61
85
82
109
81
62
98
1048
47
75
98
62
80
66
83
103
81
109
61
72
94
57
11
16
14
32
21

SLV
N
98

140

1490

142
142
135

135

135

135

135

135

135

135

135

135

135

135

135

1386

136

136

138

136

136

136

138

136

136

138

138

138

138

138

138

138

138

138

138

138

138

138

138

140

140

140

140

140

140

~AS3-

SOLVENT
N-HEPTANE
SQUALENE
SQUALENE
N-SQUALANE
N-SQUALANE
N-OCTADECANE
N-OC TADECANE
N-OCTADECANE
N~-OCTADECANE
N-OCTADECANE
N-OCTADECANE
N-OCTADECANE
N-OCTADECANE
N-OCTADECANE
N=OCTADECANE
N~OCTADECANE
N~OCTADECANE
N-OCTADECANE
N~£ ICOSANE
N~E JCOSANE
N~E ICOSANE
N~EICOBANE
N-E ICOSANE
N-E ICOSANE
N-E ICOSANE
N~-E I COSANE
N-EICOSANE
N-EICOSANE
N~-E ICOSANE
N-TETRACOSANE
N-TETRACOSANE
N-TETRACOSANE
N=TETRACOSANE
N=-TETRACOSANE
N-TETRACOSANE
N=TETRACOSANE
N=-TETRACOSANE
N-TETRACOSANE
N~TETRACOSANE
N-TETRACOSANE
N~TETRACOSANE
N-TETRACOSANE
SQUALENE
SQUALENE
SQUALENE
SQUALENE
SQUALENE
SQUALENE

TEMP

350.60
393.
353.
353.
353,

353
353

353

353

353
353

353
353

)
15
‘9
15

.20

.20
353.
353.
353,
153.
3513.
353.
353.
353,
.20
353.
353.
353.
353,

20
20
20
20
20
29
20
20

20
20
20
20

.20
353,
353,
353,
353.
353,
353.
383.

20
20
20
20
20
20
20

.20
.20
353.
353.
3583,
383,
353.
353.

]

353.
.20
353.

383

353

353.
.20
353.
353,
383,
.20

353

353

20
20
20
20
20
20
20

.20

20

20

.20

20

20
20
20

GAMMA

INF .
.33
.63
.04
.59
.61
.90
.10
.69
. 986
.20
.86
. B4
.65
.83
.50
. B4
.20
.33
.87
.90
.97
.83
.89
.86
.92
.88
.86
.90
.97
.57
.61
.13
.13
.73
.G3
.76
.64
.64
.74
.13
58
.59
.89
.82
.48
.68
.14
.42
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REF

63
63
63
58
63
63
63
63
63
63
83
63
63
63
63
63
83
g9
69
89
69
69
69
69
69
69
68
89
58
58
58
58
58
58
58
58
58
58
58
58
58
63
83
63
83
63
63




SLT
10

20
25
80
66
73
32
72
A3
20
9B
80
61
21
75
36

25
80
57
t4
108
11
62
73
86
47
94
16
103
91
72
103
98
75
80
109
61
62
47
94
91
86
83
80
656
14
19

SLv

1D
140
140
140
140
140
140
142
142
142
142
142
142
142
142
142
142
142
142
142
142
142
142
142
142
142
142
142
142
142
142
142
144
144
144
144
144
144
144
144
144
144
144
144
144

87

87

87

91

~A%4 -

SOLVENT

SNUALENE

SQUALENE

SQUAL ENE

SQUAL ENE

SQUALENE

SQUALENE
N-SQUALANE
N-SQUALANE
N-SQUALANE
N-SQUALANE
M-~-SQUALANE
N-SQUALANE
N-SQUALANE
N-SQUALANE

N-SQUAL ANE
N-SQUALANE
N-SQUALANE
N-SQUALANE

N -SQUALANE
N-SQUALANE
M~SQUALANE
N-SQUALANE
N-SQUALANE
N-SQUALANE
N-SQUALANE
N=SQUALANE
N-SQUALANE
N-SQUALANE
N-SQUALANE
N-SQUALANE
N-SQUALANE
N-PENTATRIACONTANE
N~PENTATRIACONTANE
N=-PENTATRIACONTANE
N-PENTATRIACONTANE
N=-PENTATRIACONTANE
N-PENTATRIACONTANE
N-PENTATRIACONTANE
N~PENTATRIACONTANE
N-PENTATRIACONTANE
N-PENTATRIACONTANE
N-PENTATRIACONTANE
N~PENTATRIACONTANE
N=PENTATRIACONTANE
TRIETHYLAMINE
TRIETHYLAMINE
TRIETHYLAMINE
TOLUENE

TEMP

353.

353

353

353

20

.20
383 .
353.
353.
353.
353.
353.
353.
353.
353.
353,
353.
353.
353.
353.
353.

20
20
20
20
20
20
20
20
20
20
20
20
20
20
20

.20
353.
353.
353.
353.
3583.

*

353.

353

353

353

20
20
20
20
20
20
20

.20
383,

20

.20
353.
383.
38%3.

353.
353.

353

359

20
20
20
20
20
20

.20
353.
353.
353.
353.
353.
383.
353.
353.
3%3.
389.
359,

20
20
20
20
2C
20
20
20
20
30
30

.30
362.

70

GAMMA

INF .
.40
.18
.03
.69
.50
.63
.50
.51
.69
.40
.67
.61
.66
.93
.55
27
.45
.40
.88
17
.89
.69
.40
.67
61
58
.51
.54
. 85
.61
.60
.47
.52
.83
.50
.61
.88
.62
.62
.46
.50
.52
.51
.64
. Q6
.08
.35
.00

.
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REF
63
63
63
63
63
63
67
58
58
63
58
63
SA
63
58
63
63
63
58
63
63
58
63
58
63
58
58
58
83
58
58
58
53
58
58
58
58
58
58
58
58
58
58
58
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SLT
1D
36
32
16
24

42
61
117
108
30
80
9B
126
66
62
80
72
61
66

69
98

99
14
100
28
91
39
85
48
B3
98
T1

81
15
18
47
74

73
3s8
10
50

72

SLV
[0
91
g1
91
91
91

133
133
133
133
i33
133
133

133
98

134

134

134

134

134

134

134

134

134

134

134

134

134

134

134

134

134

134

134

134

134

134

134

134

134

134

134
134
134
134
134
134
134
138

-AS5 -

SOLVENT
TOLUENE
TOLUENE
TOLUENE
TOLUENE
TOLUENE
N-HEXADECANE
N-HEXADECANE
N-HEXADECANE
N-HEXADECANE
M--HEXADECANE
N-HEXADECANE
N-HEXANDECANE
N-HEXADECANE
M-HEPTANF
N-HEXADECANOL
N-HEXADECANOL
N-HEXADECANOL
N-HEXADECANOL.
N-HEXADECANOL
N-HEXADECANOL
N-HEXADECANOL
N-MEXADECANOL
N-HEXADECANOL
N-HEXAOQECANOL
N-HEXADECANOL
N-MEXADECANOL
N-HEXADECANOL
N-HEXADECANOL
N-HEXADECANOL
N-HEXADECANOL
N-HEXADECANOL
N-HEXADECANOL
N-HEXADECANOL
N-HEXADECANOL
N-HEXADECANOL
N-HEXADECANOL
N-HEXADECANOL
N-HEXADECANOL
N~-HEXADECANOL
N-HEXADECANOL
N-HEXADECANOL
N-HEXADECANOL
N-HEXADECANOL
N-HEXADECANOL
N-HEXADECANOL
N~-HEXADECANOL
N-HEXADECANOL
N~-EICOSANE

TEMP

362.
362.
.10
362.
362.
363,
363.
.20
363.
363.
1673,
163.
363.
366 .
367.
367.
367.
367.
367.
.10
367.
387.
367.
387.
367.
3867.
.10
367.
367.
387.
367.
367.
367.
367.
367.
367.
367.
367,
367.
367.
367.
367.
367.
367.
36 7.
3687.
367.
367.

362

363

367

367

70
70

70
70
20
20

20
20
20
20
20
20
10
10
10
10
10

10
10
10
10
10
10

10
10
10
10
10
10
10
10
10
10
i0
10
10
10
10
10
10
10
10
10
10

GAMMA
[NF .

1

.20

1.3%

.23
.73
0
.83
.85
.14

42

.80
.88
.90
.95
.27
.40
.48
14
. 36
.01
.00
.04
.83
.60

14

.57
.28
.64
.10
.08
.20
.51

.16

51

.48
. 36
.90
.43
.09
.20
.08
.27
.80
.38
.21
.00
.24
.00
.12




SLT  SLV GAMMA
4] 1D SOLVENT TEMP INF. REF
28 136 N-EICOSANE 367.10 0.30 64
ARG 136 N=-FICOSANE 367.10 0.88 64
14 136 M-EICOSANF 367,10 0.8t 64
15 136 N-EI1COSANE 367.10 0.98 64
71 136 M-EICOSANE 367.10 0.8% 64
14 136 N-ElCOSANE 367.10 1.26 G4
R0 136 N-EICOSANE 367.10 0.87 64
10 136 N-EICOSANE 367.10 0.88 64
62 136 N-EICOSANF 367.10 0.82 64
7 136 N-EICOSANE 367.10 1.18 64
61 136 N-EICOBANE 367.10 0.82 64
8 136 N-EICOSANE 367.10 0.92 64
48 136 N-EICOSANE 367.10 0.76 64
81 136 N-EI1COSANE 367.10 0.85 64
39 136 N-EICOSANE 367.10 0.94 64
5 136 N-EICOSANE 367.10 9.86 &4
38 136 N-EICOSANE 367.10 0.94 64
4 136 N~-EICOSANE 367.10 0.80 64
15 136 N-E]COSANE - 367.10 0.75 64
95 136 N-EICOSANE 367.10 0.90 64
66 138 N-EICOSANE 367.10 0.82 64
3 136 N-EICOSANE 367.10 0.77 64
50 136 N~EICOSANE 367.10 0.80 64
2 136 N-EICOSANE 367.10 0.72 64
83 136 N-E[!COSANE 367.10 0.87 &4
98 136 N-EICOSANE 367.10 0.92 64
69 136 N-EICOSANE 387.10 .7t &4
98 136 N-E1COSANE 367.10 0.90 64
41 136 N-EICOSANE 367.10 0.67 &4
81 136 N-EICOSANE 367.10 0.85 64
73 136 N~EICOSANE 367 .10 0.88 64
100 136 N-EICOSANE 367.1'0 0.94 ©G4
4 142 N-SQUALANE 367.10 0.62 &4
85 142 N~SQUALANE 367.10 0.68 64
89 142 N-SQUALANE 367.10 0.54 64
a4 142 N-SQUALANE 367.10 0.68 064
100 142 N-SQUALANE 367.10 0.74 064
62 142 N-SQUALANE 367.10 0.63 64
80 142 N~-SQUALANE 367.10 0.68 64
72 142 N-SQUALANE 367.10 0.54 64
50 142 N-SQUALANE 367.10 0.61 64
2 142 N-SQUALANE 367.10 0.55 64
3 142 N-SQUALANE 367.10 0.80 64
4" 142 N~SQUALANE 367.10 0.50 64
99 142 N-SQUALANE 387. 10 0.71 64
73 142 N-SQUALANE 367.10 0.67 G4
g8 142 N-SQUALANE 367.10 0.72 64
28 142 N-SQUALANE 367.10 0.67 64




SLT
D
95
74
10
14
91
84
81

48

38
68
13
83
61

38
5
Tt
31

59
33
19
43
23
a3
81
85
82
82
%8
80
126
108
81
109
8§
14
36

19
16
32
19
31

23

SLV

10
142
142
142
142
142
142
142
142
142
142
142
142
142
142
142
142
142
142
142
133
133
133
133
133
133
133
138
138
138
138
138
138
138
138
139
138
138
142 N
91
91
81
g1
81
g1
133
133
133
133

-~AS7 -

SOLVENT
N-SQUAL ANE

N -SQUALANE
N-SQUALANE
N-SQUALANE
N-SQUALANE
N~SQUALANE
N-SQUALANE
N-SQUALANE
N~SQUALANE
N-~SQUALANE
N-SQUALANE
N-SQUAL ANE
N-SQUALANE
N-SQUALANE
N-SQUALANE
N-SQUALANE
N~SQUALANE
N-SQUALANE
N-~-SQUALANE
N-HEXADECANE
N-HEXADECANE
N-HEXADECANE
N-HEXADECANE
N-HEXADECANE
N~HEXADECANE
N-HEXADECANE
N-TETRACOSANE
N-TETRACOSANE
N-TETRACOSANE
N-~-TETRACOSZANE
N~TETRACOSANE
N~TETRACOSANE
N=- TETR%COS&NE

N-TETR&ODS&Nﬁ
N=SQUALANE

TOLUENE
TOLUENE
TOLUENE
TOLUENE
TOLUENE
TOLUENE
N-HEXADECANE
N-HEXADECANE
N-HEXADECANE
N-HEXADECANE

TEMP

367.
367.
367.
367.
387,
367 .
.10
.10
367.
367,
367.
167.
367.
367.
367.
387.
.10
367,
367.
373.

367
367

367

373

373
373

373

373

3713

373

g
381
381
381
393
393

10
10
10
10
10
10

10
10
10
10
10
10
10
10

10
10
15

.15

373.

20

.20
.20
373.
373.
373.

20
20
20

.20
373.

20

.20
373.
373.
373.
373.

20
20
20
20

.20
373.
.20
373,
380.
380.
.00
.00
.00
.00
.15
.20
393,
393.

20

20
90
90

20
20

GAMMA
INF .,

0.
.63
GG
.93
.66
.74
.65
.54
. 30
.72
.63
T4
.67
.63
.10
.87
.72
.57
.66
.32
.59
41
.49
.M
LT
LT
.82
.15
. B2
17
.18
.83
.80
.89
.89
.18
. 8%
.87
.87
.16
.00
.39
.10
.33
. 37
.24
.39
.60
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REF
64
G4
G4
54
G4
64
54
54
64
64
64
64
64
54
64
64
64
64
64
62
62
82
62
82
62
62
69
69
69
69
69
69
69
69
69
59
69
58

™ )

—

62
67
62




_A_Ba..

SLT 8LV GAMNA
1§ 10 SOLVENT TeNP INF. REF
é3 133 N-HEXADFCANF 393.20 2.90 ®2
59 133 N-HEXADECANE 367,20 1.29 §2
13 133 N-HEXADECANE 393.20  1.39 &9
8 133 N-HEXADECANE 403.15% 5.62 63
14 139 N-HEXADECANE 403.15 7.80 82
31 133 N-HEXADECANE 403.20 2.90 62
33 133 N-MEXADECANE 403,20 1.3% 62
43 133 N-HEXADRCANE 403.20 2.60 62
23 133 N-HEXADECANE 403.20 1.8 62
59 133 N-HEXADECANE 403.%0 1.25 62
8 133 N-HEXADECANF 413,15 4.88 69
1% 133 N-HEXADECANE 413.15% 3.29 62
33 139 N-MEXADECANE 413,20 .31 62
43 193 N-HEXADECANE 413.20 2.30 @2
11 1371 N-HEXADECANE 413.20 2.%8 82
59 133 N-HEXADECANE 419,20 1.2 62
21 137 N-HEXADECANE 413.20 1.%1 82
43 79 N-BUTYL ACETATE 3153.60 2.09 3 *
87 79 N~RUTYL ACETATE 199,19 0.%3 1.
67 19 N-BUTYL ACETAYE 358.40 0.26 3 %
2 80 N-MEXANE 341,90 1.18 3 =
2 80 N-HEXANE 303.20 1,28 3%
4 80 N-MEXANE 208.20 1.86 3 =*
a 80 N-HFXANE 341.90 1.38 3 *
12 80 N-HEXANE 3133.20 1.4 3 X
13 80 N-HEXANE 333.20 2.59 A %
17 80 N-HEXAME 383,20 1,91 3N
19 80 N-HEXANE 342.18 18,10 3 =
21 80 M-HEXANE 328.20 4.24 3 *
21 80 N-HENANE 268.2¢ 10.78 3 *
- 80 N-HEXANE 203.28 7.24 3 »
21 80 N-HEXANE 308.20 5.31 3 x
21 80 N-HEXANE 318.20 4.80 3 x
32 80 N-HEXANE 333.20 3.69 3 *
32 80 N-NEXANE 298,20 5.00 19 *
32 80 N-HEXANE 333.20 3,70 19 =
32 80 N-HEXANE 373.20 2.0 19 =
32 80 N-HEMANE 338.20 3.%50 3 =
37 B0 N-HEXANE 3%3.20 2.80 134 *
37 80 N-HEXANE 353.20 2.99 3 =
37 80 N-HEXANE 341,90 3.24 33 %
42 80 N-HEXANE 283.20 1.00 3 =%
43 80 N-HEXANE 341,980 11.18§ 3 =
55 80 N~HEXANE 3138.20 2.90 3 *
81 80 N-HEXANE 298.20 0.9% 3 =*
81 80 N-HEXANE 341.30 0,94 3
83 80 N~-HEXANE 323.20 11.80 3 =
83 80 N-HEXANE 298.20 18.60 3 =
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-AS59 -~

SOLVENT
N-HEXANE
N ~HEXANE
N-HEXANE
N-HEXANE
N-HEXANE
N-HEXANE
N-HEXANE
N-HEXANE
M-HEXARE
N-HEXARE
N-HEXANE

2,13- o:ﬂtrnv; BUTANE
I-METHYL PEMTANE
3-METHYL PENTANE
3-METHYL PENTANE
2,2-DIMETHYL BUTANE
2,2-DIMETHYL BUTANE
2,2-DIMETHYL BUTANE
2-METHYL PENTANE
2-METHYL PENTANE
2-METHYL PENTANE
2-METHYL PENTANE
N-HEXANCL

N-HEXANOL

N-HEXANOL
TRIETHYLAMINE
TRIETHYLAMINE

.20

GAMMA
INF
)0

.49
.46
.73
.66
.80
.08
.07%
IR
.03
.04
A
0B
.01
o
03
.08

.ﬁg
.18
-49
48
.83
.92
.22
Y
.63
.06
.00
.87
21
.32
.82
.59
.90
61

98
.86
.24
.59
.03
.81
.59
.10
.92
.24
.B2
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SLT
iD
19
ER
ho
13
a0
98
f‘} \

109

!

4

I
L
14
16
19
19
19
20
20
21
21
21
31
32
37
43
44
44
44
56
63
64
65
63
o6
66
67
68
68
68
68
12
72
L4
12
12

SLv
N
]
37
A7
]7
BT
R7
RA
RA
91
91
91
91
Y1
91
91
91
91
g1
91
61
91
91
g1
9
21
91
01
$1
91
91
91
91
91
91
91
91
921
91
91
91
91
91
R
91
91
81
91
91

-AGO-

S0t VENT
TRIFTHY! AMINE
TRIFTHYt AMINE
TRIETHYL AMINE
TRIFTHYLAMINE
TRIETHYLAMINE
TRIETHYL AMINE
BENZONITRILE
RENZONL TRTLE
TOVUENF
TOLUFNE
TOLUENE
TOLUENE
TOLUENE
TOLUENE
TOLUENE
TOLUENE
TOLUENE
TOULUENE
TOLUENE
TOLUENE
TOLUENE
TOLUENE
TOLUENE
TOLUENE

TOL UENE
TOLUENE
FMLUENE
TOLUENE
TOLUENE
TOLUENE
TOLUENE
TOLUENE
TOLUENE
TOLUENE
TOLUENE
TOLUENE
TOLUENE
TOLUENE
TOLUENE
TOLUENE
TOLUENE
TOLUENE
TOLUENE
TOLUENE
TOLUENE
TOLUENE
TOLUENE
TOLUENE

THp

308 .
7R
1317,
333,
1313 .
333 .
’98.
298,
318,
383 . R
.60

3873

1473 .
AR I
293 .
.80
.20
308 .
123.
3813.
308,
298.
.20
308.
328.

RE R
3118

318

183

313
383

3163

383

363

348

20
20
20
20
20
20
20
20
20
R0

20
20
20

20
20
60
20
20

20
20

.80
3213,
353.
383,
293.
.20
.80
323,
.20
373.
303.
343,
383,
293,
.60
353.
303.
.20
373.
383.
.20
298,
?793.
383.

20
20
60
20

20

20
20
20
10

15

20
20

20
60

20
20
70

GAMMA

INF .
.87
.19
17
.31
.03
.03
.50
L7
.01
l(Z.’O
.B5

T e

i .
S T

.83
.14
.01
.44
.10
.18
.28
.52
.48
.12
.85
.66
.97
.47
.2
.58
.67
.58
.30
.10
.23
.87
.96
.97
.02
.99
.19
.50
.27
.28
.24
.24
.40
.B3
.82
.33
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sLT
10
73
71
7%
17
7
ng
30
R0
32
38
n4
94
94
18
gf
98
1073
10A
108
109
109

16
19
31
61
66
656
66
68
68
68
80
91
91
91
91
98
108
10?2
102
37
41
98
R3
61
61
98

SLvV

IN SOLVENT

99
51
91
9 )
51
91
71
91
91
91
91
11
91
g1
91
a1
91
g\
91
01
91
Ay
g4
4
9
94
94
94
94
94
94
94
94
94
Sé
94
94
94
94
94
94
95
3%
95
96
97
97
97

TOLUENF
TCLUENF
TOLUFNE
TOLUENE
TOLUFNE
TOL UENF
TOLUFNE
TOLUENE
TOLUENE
TOLUENF
TOLUENE
TOLUENE
TOLUENE
TOL UENF
TOLUENE
TOLUENE
TOLUENE
TOLUENE
TOLUENE
TOLUENE
TOLUENE
ANISOLE
METHYL
ME THYL
METHYL
METHYL
METHY!L
METHYL
METHYL
METHYL
METHYL
METHYL
METHYL
METHYL
METHYL
METHYL
METHYL
METHYL
METHYL
METHYL
METHYL

CYCLOHEXANE
CYCLOMEXANE
CYCLOHEXANE
CYCLOHEXANE
CYCLOMEXANE
CYCLOHEXANE
CYCL OHEXANE
CYCLOHEXANE
CYCLOHEXANE
CYCLOHEXANE
CYCLOHEXANE
CYCLOHEXANE
CYCLOHEXANE
CYCLOHEXANE
CYCLOHEXANE
CYCLOHEXANE
CYCLOHEXANE
CYCLOHEXANE
CYCLOHEXANE

1-HEPTENE

1-HEPTE

NE

1 -HEPTENE

CYCLOHE
ETHYL 8
ETHYL B
ETHYL 8

PTANE

UTYL KETONE
UTYL KETONE
UTYL KETONE

TEMP
283
3273

34R

427

328

343

353

.20
.70
298 .
34 R
3813.
298,
.20
3183,
103,
1873 .
348 .
333,
298.
348 .
383.
298 .
383.
383.
363.
3673.
3873.
.00
318.

20
°0
50
20

60
20
50
20
20
20
20
60
20
70
650
15
15
60

20

.20
374 .
374 .
374 .
238.
348.
3673.
373.
353.
.20
353,
3719.
298 .
348.
174 .
374 .
313,
.20
3513.
348 .
328.
298.
383.
333.
333.

10
20
10
20
20
20
20
20

20
20
20
20
20
no
20

20
20
20
29
20
20
20

GAMMA

N =
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INF.
34
. 2%

!
.21
.16

.55

.38
.53
.15
. 2%
.37
.42
.33

.57
.06
.41
.34
.37
.36
.34
.80
.80
.08
.06
.21
.16
.47
.17
.63
.00
.10
R
.29
.57
.38
.02
Ria
.41
.34
R
.40
.08
.24
.80
.10
.30
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-AG2~

SLY SLV GAMMA
Ip IND SOLVENT TEMPR INF. REF
98 97 ETHYL RUTYL KFETONE 153,20 1.90 19
126 97 ETHYL BUTY(L KETONE 163.20 2.00 19
126 97 ETHYL BUTY! KFTONF 133,20 2.4% 19
2 98 N-HEPTANE 3723.720 1.10 3
2 98 N-HEPTAME 371.860 1,0% 3
4 38 N-HEPTANF 29R8.20 1.54 3
4 4R N-HEPTANF 17213.20 1.737 3
R 98 N-HEPTANE 333.15 29.60 1¢
R 98 N-HEPTANE 173.1% 11.90 19
11 98 N-HEPYANE 313.22  2%.170 3
1! 98 N-HEPTANE 293.20 32.00 3
16 S8 N-HERTANE 571.60 6.89 3
P 98 N-HEPTANE 303.20 2.03 3
19 38 N-HEPTANE 333.1%  16.50 19
19 98 N~HEPTANE 2398.20 49%.00 19
19 48 N-HEPTANE 373.20 7.30 19
21 98 N-HEPTANE 373.20 3.0 19
21 98 N-HEPTANE 333.1% 4.90 19
21 98 N-HEPTANE 298.20 7.40 19
21 98 N-HEPYANE 371.60 3.1 3
24 98 N-HEPTANE 371.60 6.01 3
28 98 N-MEPTANE 338.20 13.80 3
26 4R N-HEPTANE 371.60 5.03 3
31 98 N-HEPTANE 373.20 6.20 19
N 98 N -MHEPTANE 348.20 10.70 3
31 98 N-HEPTANE 303.15 40.5%0 48
32 98 N-MEPTANE 133.20 3.50 19
32 48 N-HEPTANE 373.20 2.60 19
32 98 N-HEPTANE 298.20 4.80 19
37 98 N~HEPTANE 353.20 2.69 3
41 98 N-HEPTANE 321.20 1.42 3
43 98 N-HEPTANE 373.1% 6.20 19
43 9% M-HEPTANE 333,15 13.80 19
43 98 N-HEPTANE 268,15 137.10 19
43 9 N-HEPTANE 3711.80 65.34 49
44 99 N-HEPTANE 353.20 3.1 3
55 88 N-NEPTANE 353.2¢0 2.67 3
5% 38 N-HEPTANE 333.20 2.90 19
55 98 N-HEPTANE 368.20 2.58 3
58 98 N-HEPTANE 298.20 3.70 19
5 W9 N~-MEPTANE 373.20 2.30 19
58 S8 N-HEPTANE 323.20 3.286 3
L 33 38 N-HEPTANE 373.20 1.52 3
6% 98 N-HEPTANE 353.20 1.5%7 3
686 88 N-HEPTANE 298,20 1.5 19
1 98 N-HEPTANE 343.20 1.3% 1%
686 28 N-HEPTANE 371.60 1.30 3
66 88 N-HIPTANE 333,15 1.3% 3
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3L T SLV GAMMA
1D ID SOLVENT TEMP [NF . REF
66 3 N-HEPTANE 363.20 1.27 19
606 983 M-HFPTANE 403.20 bo1tg 19
66 98 N-HEPTANE 323.20 .43 19
68 98 N-HEPTANE 324.70 13.10 3
12 98 N-HEPTANE 403.20 1.02 19
72 3R M-HEPTANE 298.20 1.13 19
72 98 N-HEPTANE 371.60 1.0% 3
72 983 M-HEPTANE 343.20 1.08 19
87 98 N-HEPTANE 333.20 1.03 3
91 98 N-HEPTANE 298 .20 1.2% 26
91 98 N~HEPTANE 343.20 1.33 19
91 98 N-HEPTANE 323.290 1.32 19
91 98 N-HEPTANE 371.60 1.30 3
91 98 N-HMEPTANE 348.20 1.30 28
91 38 N-HEPTANE 363.20 1.28 19
91 98 N-HEPTANE 298.20 1.45 19
94 98 N-HEPTANE 371.60 1.03 3
97 98 M-HEPTANE 298.20 3.20 19
87 38 N-HEPTANE 373.20 1.80 19
97 98 N-HEPTANE 333.20 2.30 18
110 98 N-HEPTANE 373.20 5.60 19
110 98 N-HEPTANE 323.20 12.20 19
110 98 N-HEPTANE 298.20 133.50 19
116 98 N-HEPTANE 323.2¢ 1.80 19
116 3B N-HEPTANE 373.20 1.40 19
116 98 N-HEPTANE 298.20 2.40 19
120 38 N-HEPTANE 323.20 1.85 149
120 98 N-HEPTANE 343.290 1.47 19
120 Q8 N-HEPTANE 298.20 1.78 19
120 98 M-HERTANE 383.20 1.38 19
2 98 N-HEPTANE 343.20 1.50 19
102 98 N-HEPTANE 298.20 1.6 19
102 98 N-~-HEPTANE 363.20 1.38 19
102 93 N-HEPTANE 323.20 1.52 19
102 98 N-HEPTANE 343.20 1.43 19
143 98 N-HEPTANE 313.20 0.44 19
143 98 N-HEPTANE 298.20 0.47 19
143 98 N-HEPTANE 298.20 0.48 &
67 107 ACETOPHENONE 406.20 0.39 3
87 10t ACETOPHENONE 440.70 Q.48 3
11 103 P-XYLENE 411.50 2.16 3
14 103 P-XYLENE 303.20Q 1.07 3
19 103 P-XYLENE 411.50 5.28 3
25 103 P-XYLENE 411.50 2.40 3
43 103 P-XYLENE 411,50 3.06 3
63 103 P-XYLENE 411.50 2.57 3
5% 103 P-~XYLENE 409.20 0.90 3
66 103 P-XYLENE 411.50 0.96 3
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SLY SLv GAMMA
0 ID SOLVENT TEMP INF. REF
12 103 P-XYLENF 328.20 1.9 3
R0 103 PF-XYLENE 411.50 1.4R 3
A 103 P-XYLENE 411 .50 2.21 3
9 103 P-XYLENE 411,10 .03 43
109 103 P-XYLENE 409 .20 1.27 3
2 104 O~XYLENE 303.20 N.R7 3
14 104 O-XYLENE 1073.20 b.05 3
25 104 O-XYLENE 349.00 2.83 3
7?2 104 O-XYLENE 303.20 .50 3
72 104 O-XYLENE 323.20 1.43 3
81 105 CYCLOOCTANE 298,20 1.3 3
37 106 1-OCTENE 353.20 2.06 3
66 06 1-0OCTENE 303.20 1.286 3
66 106 1-OCTENE 323.20 1.21 3
7?2 1068 1 -OCTENE 313.20 1.10 3
102 106 1-0CTENE 393.20 1.409 3
109 107 ETHYL CYCLOMEXANE 382.30 1.02 3
102 187 ETHYL CYCLOHEXANE 382.30 1.21% 3
2 108 ISOOCTANE 348.20 114 3
2 108 ISOOCTANE 318.20 1.17 3
19 108 1SOOCTANE 313.20 27.008 3
44 108 ISOOCTANE 313,20 5.68 3
44 108 ISOOCTANE 293.20 7.54 3
64 108 ISOOCTANE 363.15 4.15 239
66 108 [SOOCTANE 308.20 1.57 3
66 108 1SOOCTANE 372.40 1.37 3
72 108 ISOOCTANE 338.20 1.02 3
91 108 !SOOCTANE 363.15 1.37 39
91 108 ISOOCTANE 372.40 1.28 3
94 108 ISOOCTANE 372.40 1.01 3
102 108 ISOOCTANE 333.20 1.49 3
a7 109 N-OCTANE 353.20 2.49 3
44 109 N-OCTANE 353.20 2.87 3
84 109 N-OCTANE 363.20 3.88 3
66 109 N~-OCTANE 298 .20 1.73 26
68 109 N-OCTANE 398.80 1,31 3
66 108 N-OCTANE 348.20 1.43 26
67 109 N-OCTANE 398.80 8.89 3
72 109 N-OCTANE 328.20 1.03 3
9 109 N-OCTANE 398.80 1.2 3
81 109 N-OCTANE 363,15 1.32 3
103 109 N-OCTANE 398.80 1.23 3
107 109 N-OCTANE 398.80 1.00 3
10 109 N-OCTANE 398 .80 1.22 3
21 110 N-OCTANOL 333.18§ 1.84 19
21 110 N-OCTANOL 298.15 2.58 19
21 $10 N-OQCTANOL 373.15 1.41 19
32 110 N~-OCTANOL 333.18 .78 19
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SLT
In
32
32
55
55
5%

37

44

44

64

45

48

606

72

80

11
18
31
43
654
65
58
72
72
94
94
106
107
108
109
19
21
21
21
31
32
32
32
Al
44
44
67
72

19
19

SLV

n
110
110
10
110
110
117
117
117
120
121
121
121
121
121
102
102
102
102
102
102
102
102
102
i02
102
102
102
102
102
102
126
128
126
1286
128
12¢
128
126
128
128
126
128
128
133
133
133
133
133

SOLVENT
N-OCTANG
N-OCTANC
N-OCTANOD
M-OCTANC
N-OCTANO
N-NONANF
N=NONANE
N~NONANE
N-RUTY!
DECAL N
DECALIN
DECALIN
DECAL IN
DECALIN

~AB L -

I
L
L
L
L

BENZENE

ETHYL
ETHYL
ETHYL
ETHYL.
ETHYL
ETHYL
ETHYL
ETHYL
ETHYL
ETHYL
ETHYL
ETHYL
ETHYL
ETHYL
ETHYL
ETHYL

BENZENE
BENZENE
BENZENE
BENZENE
BENZENE
BENZENE
BENZENE
BENZENE
BENZENE
HENZENE
BENZENE
BENZENE
BENZENE
BENZENE
BENZENE
BENZENE

N-DECANE
N-DECANE
N-DECANE
N-DECANE
N-DECANE
N-DECANE
N=DECANE
N-OECANE
N-DECANE
N-DECANE
N-DECANE

N-DQOECANE
N~-DODECANE
N-HEXADECANE

N~HEXADE
N-HEXADE
N-HEXADE

CANE
CANE
CANE

N-HEXADECANE

TEMP
298

311
298
269

313

298

353.
409.
.30
409.
409.
.20

409

3713

283.
373.
.20
323,
353.
313.
409.
409,
333.
409,
.30
298.

303

447

373

333.
368.
. 20
.20

373
133

298.
.20
373.
Ad4.
489.
305.
.20
298.
.20
.20
3713.

353

373

333
298

.20
3773,
333.
.20
.20
353.
.80
353.
.20
298.
288,
298,
298.
.20

15

20

20
20

20
20
20
20

20
30

30
30

20
20

20
20
20
30
30
20
30

20

.20

20
20
20
20
80
40
20

20

20

GAMMA
[NF,
2.30

.58
.24
.12
.20
.42
.83
.38
.34
.47
.08
.26
.96
.46
.94
.16
.96
.83
.99
.12
.31
.23
.16
.30
.28
.18
.60
.22
.27
.50
.10
.50
.00
.80
.50
.80
.60
.18
.70
.94
.89
.30
.10
23.30
40.00

6.00

WON =R RNEWN B D W b it oed o wd o cad AFO = A i WO =t e s s d DINNAY — -

-~
It

REF
19
19

O W0

LK BE B BB BE BE 2 BE BE R K B K R B BE BE B BE IR AE B B K S 3 BE EE BE R JE BE K NE BF N IR R N R N R N B I



~ABG -

SLT SLv GAMMA
ID 10 SOLVENT TEMP INF. REF
19 133 N-HEXADZCANFE 333.20 13.50 19 =
21 133 N-HEXADECANE 373.20 3.10 19 =
21 133 N-HEXADECANE 2598.20 .10 19 *
21 133 N-HEXADECANE 333.20 4.20 19 ¥
32 133 N-HEXAOECANE R73.20 2.30 19 *
32 133 N-HEXADECANE 298.20 4.20 19 *
32 133 N-HEXADECANE 333.20 2.90 19 ¥
58 133 N-HEXADECANE 333.20 2.60 19 *
535 133 N-HEXADECANE 373.20 2.10 19 *
5% 133 N-HEXADECANE 298 .20 3.30 19 *
66 133 M-HEXADECANE 333.23 0.92 3 *
66 133 N-HEXADECANE 313.20 0.93 K
686 133 N-HEXADECANE 353.20 0.85 3 *
12 133 N~HEXADECANE 305.20 0.79 3 *
80 133 N-HEXADECANE 293.20 0.92 3
80 133 N-MEXADECANE 333.20 0.83 3 =
B 133 N-1EXADECANE 293.20 0.89 K
82 133 N-HEXADECANE 293.20 0.88 3
83 133 N-HEXADECANE 293.20 0.98 3 *
85 133 N-HEXADECANE 293.20 0.95% ax
19 136 N-EICOSANE 333.20 12.00 19 ¥
18 136 N-EICOSANE 373,20 5.30 19 =
T2 136 N-EICOSANE 312.80 0.68 3
S8 143 N-DOTRIACONTANE 298.20 0.71% 6 *
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SOLVENT

CARRON
CARBON
CARBON
CARBON
CARRON
CARBON
CARBOM
CARBON
CARBONMN
CARAON
CARBON
CARBON
CARBON
CARBON
CARBON
CARBON
CARBON
CARBON
CARBON
CARBON
CARBON
CARBON
CARBON
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DISULFIDE

DISULFIDE

DISULFIDE

DISULFIDE

DISULFIDE

TETRACHLORIDE
TETRACHLORI[DE
TETRACHLORIDE
TETRACHLORIDE
TETRACHLORIDE
TETRACHLORIDE
TETRACHLORIDF
TETRACHLORIDE
TETRACHLORIDE
TETRACHLORIDE
TETRACHLORIDE
TETRACHLORIDE
TETRACHLORIDE
TETRACRLORIDE
TETRACHLORIDE
TETRACHLORLIDE
TETRACHLORIDE
TETRACHLORIDE

CHLOROFORM
CHLOROFORM
CHLOROFORM
CHLOROFORM

D 1CHLOROME THANE
0 ICHLOROME THANE
DICHLOROME THANE
OICHLOROME THANE
ME THANOL
METHANOL

ME THANOL
METHANOL
METHANOL
METHANOL
METHANOL
N1TROME THANE
NITROME THANE
N{TROME THANE
NITROME THANE
NTTROME THANE
N1TROME THANE
NITROME THANE
NITROME THANE
NTTROME THANE
N1TROME THANE

TEMP

298.
298
298
298 .
.0
2973 .
2913.
293,
2973,
283.
293.
.20
293,
293.
29% .
293,
293.
298.
293,
293,
293.
293.
298,
298 .
798 .
298.
298
298,

298

293

298

(3

298 .
2948.
.20
.20
298.
208
98 .
e,
290
93.
293.
293.
293.
293,
293.
293.
298.
293,
298.

29
29

°0
20
20
20

14
20
15
[R5
s
tH

15
20
79
18
15
20
15
20
15
20
20
20
70
10
20
20
0
20
20

20
15
15
20
26
IS
15
20
15
15
15
1§
20
1S
20

GAMMA
INFINITY

34 .60
.90
28
.20
53
VA
.18
LR
.20
.37
.40
R LY
.25
.20
.15
.18
.26
.26
. 8%
.00
.12
.33
.83
.65
.33
.15
A
12
.94
.92
.21
.18
.18
.92
.50
.00
. %0
.80
.10
.81
.20
.68
.10
.16
-1
5.20
4.44
1.28
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SOLVENT

NITROMETHANE
NI TROME THANE
NITROME THANE
N1 TROME THANE
NITROME THANE
NITROME THANE
NITROME THANE
N1TROME THANE
N1 TROME THANE
NI TROME THANE
ACETOMITRILE
ACETONITRILE
ACETONITRILE
ACETONITRILE
ACETONITRILE
ACETONITRILE
ACETONITRILE
ACETONITRILE
ACETONITRILE
ACETONITRILE
ACETONITRILE
ACEYONITRILE
ACETONITRILE
ACEYONITRILE
ACETOMITRILE
ACETONITRILE
ACETONITRILE
ACETONITRILE
ACETONITRILE
ACETONITRILE
ACETONITRILE
ACETONITRILE
ACETOMITRILE
1,2-0ICHLOROQE THANE
1,2-DICHLOROE THANE
1,2=~DICHLOROE THANE
1,2-DICHLOROETHANE
1.,2~-DICHLOROETHANE
1.2-DICHLOROETHANE
1.2-DICHLORDETHANFE
1, 2-DICHLOROE THANE
1,2-0ICHLOROE THANE
1,2-DICHLOROE THANE
1,2-0ICHLORCETHANE
1,2-DICHLORCE THANE
1,2-D{CHLOROETHANE
1,2-exCﬂLoaotvazz£
1, 2-DICHLOROE THANE

TEMP

293,
293.

293 .1

2913
208
297,
293.
298
298,
.20
293,
293,
293,
293,
293.
293,
298
293,
293.
298.
293.
298.
293,
293,
298.
298
298,
298,
298,
293.
288,
298.
298.
293.
293.
293,
293.
293,
293.
293.
293.
283.

299

293

29).
293,
2945.
293.
293,

15
IS
15
15
15
15
20
20
20

20
)
20
13
15
15
20
15
15
20
20
20
18
20
20
20
20
20
15
15
20
20
20
15
15
15
15
18
15
1§
15
15
15
1§
15
15
15
15

GAMMA
INFINITY
5.%%
6.71
.86

16 RO

48 .00
58. 00
12.80
12.130

5 .88
120.%0
12.48
6.8
1.49
.88
5.14
2.88
3.39
1,10
3.38
1.27
1.88
1.24
4.28
6.03
9.47
21.40
3.08
30.70
25.50
11.10
10.70
4.88
60.30
2.58
.98
.06
.02
.34
.38
.18
0.78
1.35
1.37
1.49
1.68
2
2

- e wlh B o

.12
.92
4.1
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SLY  SLV GAMMA
10 10 SOLVENT TEMP INFINITY  REF
12 14 1, 3-DICHLOROS THANE 293 15 .94 ?
A0 Y4 1, 2-D1CHLOROF THANF 293, 1% 5. 04 2
87 4 1, 2-DIUHL ORDE THANE 291.20 2. 14 2
n7? 14 1, 2-DICHLORGE THANE 299.20 2.4 9
R Y3 1, -D0CH NROE THANE 298 .20 Q.88 9
\ *h NITROE THANE 783 .15 5.03 2
2 e NITROE THANE 293 .9 1,91 ?
4 16 NI TROETHANE 293.18% 1.00 2
6 16 NI[TROETHANE 293,15 0.92 2
8 16 NITROETHANE ?29%.15 6.07 2
17 15 NITROETHANE 283,18 2.79 4
18 16 NITROETHANE 283.15% 1.70 2
19 16 NITROETHANF 298 .20 5.29 4
19 16 NITROETHANE 293.15 65.73 2
28 16 NITROETHANFE 293.1% 1.90 2
32 16 NITROETHANE 298.20 0.94 4
37 16 NITROETHANE 298.20 1.2% 4
40 16 NITROETHANE 293.15 2.3% 2
45 16 NITROETHANE 293.15% 2.53 2
49 16 W] TROETHANE 283.1% 5.06 2
50 16 M TROETHANE 293.15 3. 28 2
61 16 NI TROE THANE 293.15 9.67 ?
&6 1§ NI TROETHANE 293.1% 1. 87 2
12 16 NITROE THANE 293.18% .61 ?
80 18 N{TROETHANE 293.15 11.448 ?
41 16 NITROETHANE 298.20 2.43 A
108 16 MITROETHANE 293.1% 18 .80 2
] 18 ETHYL BROMIDE 298.20 3.85 4
109 18 ETHYL BROMID¥¢ 298 .20 1.68% 4
| 19 ETHANOL 298.20 6.32 4
10 19 ETHANOL 293 .15 5.26 2
17 19 ETHANOL 293.15 6.17 4
18 19 ETHAMOL 293.1% 4.19 2
21 19 ETHANOL 293.15 2.38 2
32 19 ETHANBL 298.20 2.25 4
37 19 ETHAROL 298.20 3.36 4
$! 18 ETHENOL 293.15 9,60 2
80 18 ETHRNOL 293.20 12.00 2
47 19 ETMANOL 298.2¢0 1.28 9
109 19 ETHANOL 298.20 17.80 F
1 20 PROPIONITRILE 293.1% 5.51 2
2 20 FROPIONITRILE 293.18% 3.14 2
4 20 PROPIONITRILE 2%3.20 0.89 2
F 20 PROPIONITRILE 293.15% 0.82 2
10 20 PROPIONITRILE 293 . 1% 2.14 2
17 20 PROPIONITRILE 293,15 2.69 2
18 20 PROPIONITRILE 293.15 1.73 2
21 20 PROPIONITRILE 293.15 0.98 2
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SLY SLV GAMMA
n ID SOLVENT TEMP INFINITY REF
28 20 PROPIONITRILE 293.15 1. 87 2
36 20 PROPIONITRILE 293.20 1.48 2
39 20 PROPIONITRILE 293.20 2.64 V4
40 20 PROPIONITRILE 293.1% 2.37% ’
AG 20 PROPIONITRILE 293.1%5 2.57 2
48 20 PROPIONITRILE 293,15 4.51 2
50 20 PROPIONITRILE 293.15 4.57 2
61 20 PROPIONITRILE 293.15 B.53 2
66 20 PROPIONITRILE 298.15% 1.58 11
66 20 PROPIONITRILE 293.20 1,84 2
72 20 PROPIONITRILE 293.15 8.40 2
30 20 PROPIONITRILE 293,15 11.00 2
80 20 PROPIONITRILE 288.15 10.290 11
R 20 PROPIONITRILE 293.15 4.40 2
94 20 PROPIONITRILE 298.20 9.98 22
98 20 PROPIONITRILE 298.20 12.20 22
32 21 ACETONE 298.20 0.94 4
37 21 ACETONE 298.20 1.37 4
66 1 ACETONE 298.1% 1.70 11
80 21 ACETONE 298 .15 6.50 1
91 21 ACETONE 298.20 2.15 4
2 24 1~-NITROPROPANE 298 .18 3.18 32
46 24 1-NITROPROPANE 298.20 2.40 32
48 24 1 -NITROPROPANE 288.20 3.97 32
61 24 1-NITROFROPANE 298 .21 H.64 32
66 24 1-NITROPROPANE 293.2L 1.42 32
72 24 1-NITROPROPANE 298.20 5.45 32
RO 24 1-NITROPROPANE 298.2 8.28 32
1 25 DIMETHYL FORMAMIDE 293.20 4.36 2
10 25 ODIMETHYL FORMAMIODE 293.20 1.6% 2
17 2% DIMETHYL FORMAMIDE 283.20 2.36 2
18 2% OIMETHYL FORMAMIDE 293.20 1.6% 2
18 25 DIMETHY!L. FORMAMIODE 298.20 0.60 4
32 25 DIMETHYL FORMAMIDE 238.20 1.17 4
45 25 DIMETHYL FORMAMIDE 297.20 3.49 57
46 25 DIMETHYL FORMAMIDE 293.20 2.98 2
46 25 DIMETHYL FORMAMIDE 797.20 3.43 57
48 25 DIMETHYL FORMAMIDE 291.20 6.86 57
48 25 DIMETHYL FORMAMIDE 293.20 6.67 2
50 25 OIMETHYL FORMAMIDE 2913.20 8.00 2
50 25 DIMETHYL FORMAMIDE 287.2 7.30 57
52 25 DIMETHYL FORMAMIODE 287.20 7.91 57
61 25 DIMETHYL FORMAMIDE 297.20 15.00 57
61 25 DIMETHYL FORMAMIDE 293.20 16.70 2
62 25 DIMETHYL FORMAMIDE 287.20 14.20 57
72 25 DIMETHYL FORMAMIDE 293.20 13.10 2
80 25 DIMETHYL FORMAMIDE 293.20 20.80 2
80 25 DIMETHYL FORMAMIDE 298.20 17.90 37
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SLT SLV GAMMA
1o ID SOLVENT TEMP INFINITY REF
87 2% OIMETHYL FORMAMIDE 298.20 B.63 9
99 25 DIMETHYi{. FORMAMIDE 298 .20 2.20 4
94 2% OIMETHYL FORMAMIDE 293.20 16.40 2
38 2% DIMETHYL FORMAMIDE 283.290 26.50 2
108 25 DIMETHYL FORMAMIDE 293.20 10.10 2
109 25 DIMETHYL FORMAMIDE 298.20 29.70 4
! 26 2-NITROPROPANE 293.18% 4.03 2
2 26 2-NITROPROPANE 293.15 2.40 2
4 26 2-NITROPROPANE 293.1% 0.88 2
6 26 2-NITROPROPANE 2973.15 0.91 2
B 25 2-NITRDOPROPANE 293.15 A.35 2
10 26 2-NITROPROPANE 293.15 2.03 ]
t7 26 2-NITROPROPANE 293.15% 2.22 2
18 26 2-NITROPROPANE 293.15 1.53 4
19 26 2-NITROPROPANE 293.1% 8.42 2
28 26 2~-NITROPROPANE 293.15 1.64 2
48 26 2-NI[TROPROPANE 283.18 2.10 2
a8 26 2~-NITROPROPANE 293 .20 3.4 4
50 26 2-NMITROPROPANF 293.18% 3.67 2
61 26 2-NITROPROPANE 293.15 6.50 2
72 26 2-NITROPROPANE 293,15 5.70 2
8n 26 2-NITROPROPANE 293.15 7.50 2
94 26 ?2-NITROPROPANE 293.15% 6.80 2
98 26 2-NITROPROPANE 293.18% 8.81 2
3 31 N-PROPANOL 2983.20 8,16 4
32 31 N~PROPANOL 298.20 2.41 4
37 31 N=-PROPANOL 298.20 2.93 4
A1 31 N-PROPANOL 298.20 0.90 9
91 31 N~-PROPANOL 298.20 4.59 4
109 31 N-PROPANOL 298.20 10.70 4
1 32 2-BUTANGNE 293.18% 3.04 2
2 32 2-BUTANCNE 293.15 1.65 2
6 32 2-BUTANONE 293.18 0.81 2
10 32 2-BUTANONE 293.15 1.45 2
17 32 2-BUTANONE 293.1% 1.58 2
18 32 2-BUTANONE 293.15 1.14 2
21 32 2-BUTANONE 293.15 1.05 2
28 32 2-BUTANONE 293.15 1.18 2
37 32 2-BUTANONE 298,20 1.22 4
40 32 2-BUTANONE 293.15 1.45 2
46 32 2-BUTANONE 293.15 1.50 2
48 32 2-BUTANONE 293.15 2.36 2
50 32 2-BUTANONE 293.13% 2.52 2
61 32 2-BUTANONE 293.20 3.66 2
80 32 2-BUTANONE 293 .15 4.30 2
R7 32 2-BUTANONE 293.15 2.79 2
B 32 2-BUTANONE 298,20 2.74 9
g1 32 2-BUTANONE 298.20 1.42 4
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SLY SLV GAMMA
1D D SOLVENT remp INFINITY REF
109 32 2-BUTANONE 298.20 %.83 4
) 34 TETRAMYDROFURAN 293.70 0.41 1
37 34 TETRAHYDROFURAN 298.20 1.06 4
87 34 TETRAHYDROFURAN 298.20 1.44 9
! 36 ETHYL ACETATE 2%93.15 2.66 2
2 36 ETHYL ACETATE 293.15% 1.3 2
6 36 ETHYL ACETATE 293.15 0.49 2
to 368 ETHYL ACETATE 293,15 1.34 2
17 36 ETHYL ACETATE 293.15 1.55 2
18 36 ETHYL ACETATE 293,15 1.04 2
21 36 ETHYL ACETATE 293.15 1.13 2
28 36 ETHYL ACETATE 293.15 1.10 2
37 36 ETHYL. ACETATE 298.20 1.09 4
40 36 ETHYL ACETATE 2913.20 1.2 2
46 36 ETHYL ACETATE 293.15 1.33 2
48 36 ETHYL ACETATE 293.1% 2.05 2
50 36 ETHYL ACETATE 293.18 2.05 2
51 36 ETHYL ACETATE 293.1% 3.09 2
72 36 ETHYL ACETATE 293.15 3.24 2
80 36 ETHYL ACETATE 293,15 3.49 2
87 36 ETHYL ACETATE 293.15 2.43 2
B? 36 ETHYL ACETATE 298,20 2.406 9
91 36 ETHYL ACETATE 298.20 1.33 4
104 36 ETHYL ACETATE 298 .20 4.7% 4
32 37 DIOXANE 298.20 1.33 4
81 37 OIOXANE 298.20 3.38 9
91 37 DIOXANE 298.20 1.51 4
1 39 N~-BUTYL CHLORIDE 293.1%5 1.56 2
4 39 N-BUTYL CHLORIDE 293.290 0.93 2
6 39 N-BUTYL CHLORIDE 293.18 1.02 2
9 39 N-BUTYL CHLORIDE 293.20 5.40 2
10 39 N-BUTYL CHLORIDE 293.18% 1.31 2
17 39 N-BUTYL CHLORIDE 293.20 1.29 2
18 39 N~-BUTYL CHLORIDE 293.1% 1.02 2
21 39 N-BUTYL CHLORIDE 283.15 1.60 2
28 39 N-BUTYL CHLORIDE 293,13 1.02 2
40 39 N-BUTYL CHLORIDE 293.15 1.00 2
72 39 N-BUTYL CHLORIDE 293.20 1.62 2
80 39 N-BUTYL CHLORIDE 293.20 1.73 2
1 43 N~BUTANOL 293.15 3.4 2
2 43 N-BUTANOL 293.158 2.67 2
4 43 N-BUTANOL 293.15 1.20 2
6 43 N-BUTANOGL 283.15 1.86 2
9 43 N-BUTANOL 293.15% 9.10 2
10 43 N~-BUTANOL 293.15 3.05 2
L 43 N-BUTANOL 293,18 5.67 2
14 43 N-BUTANOL 293.15 2.92 2
17 43 N-BUTANOL 293.15 3.44 2
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SLY 3LV GAMMA
ID ID SOLVENT TEMP INFINITY REF
18 43 MN-BUTANOL 293,15 2.66 2
20 43 N-BUTANOL 293.15 5.20 2
21 43 M~-BUTANOL 293.20 2.52 2
21 43 N-BUTANOL 293.290 2.40 2
28 43 N-BUTANOL 293,15 2.88 2
32 43 N-BUTANOL 298,15 2.06 4
46 43 M-BUTANOL 291.1% 2.9 2
48 43 N-BUTANOL 293.15 3.43 2
50 43 N-BUTANOL 293.1% 3.54 2
61 43 N-BUTANOL 298,20 4.086 36
61 43 N~BUTANGL 293.15 4.30 2
66 43 N-BUTANOL 298.20 2.84 36
72 43 N~BUTANOL 298.20 3.74 36
12 43 N-BUTANOL 293,158 4.01% 2
80 43 N-BUTANOL 293 .15 5.00 2
91 43 N-BUTANOL 298.20 3.54 4
98 43 N-BUTANOL 293.1§ 7.00 2
109 43 N-BUTANOL 298.20 7.98 37
9 44 PYRIDINE 298.20 1.23 4
19 44 PYRIDINE 298,15 1.10 4
32 44 PYRIDINE 298.20 1.01 4
37 44 PYRIDINE 2398 .20 1.10 4
66 44 PYRIOINE 298 .15 t.20 11
80 44 PYRIDINE 298.15 6.20 11
91 44 PYRIODINE 298,20 1.49 4
109 44 PYRIDINE 298.20 8.32 4
1 64 NITROBENZIENE 293.15 2.83 2
2 64 NITROBENZENE 293.15 2.26 2
4 64 NITROBENZENE 293.15 1.02 2
8 64 NITROBENZENE 293.15 0.99 2
8 84 NITROBENZENE 293.1% 10.40 2
9 64 NITROBENZENE 298.20 1.39 4
ig 64 NITROBENZENE 283.15 1.68 2
1 64 NITROBENZENE 293.15 1.73 2
14 64 NITROBENZENE 293. 15§ 1.09 2
17 64 NITROBENZENE 293.15 1.83 2
18 64 NITROBENZENE 293.18 1.50 2
19 84 NITROBENZENE 283.15 10.70 2
19 64 NITROBENZENE 298,20 7.28 4
21 64 NITROBENIENE 283.15 1.24 2
28 64 NITROBENZENE 293.15% 1.81 2
32 64 NITROBENZENE 298.20 1.11 4
38 84 NITROBENZENE 293.15 1.38 2
37 64 NITROBENZENE 298.20 0.98 4
40 84 NITROBENZENE 283.1§ 2.4 2
46 64 NITROBENZENE 298,20 .40 30
48 64 NITROBENZENE 293.15 2.40 2
48 64 NITROBENZENE 293.15 3.72 2
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SLT SLv GAMMA
ID 10 SOLVENT TEMP INFIMNITY REF
AR 64 NITROBENZENE 298.20 3.48 306
50 54 NITROBENZENE 2913.1% 4 .49 ?
61 684 NITROBENZENE 293.15 7.406 2
61 64 NITROBENZENE 298,20 7.02 36
66 64 NITROBENZENE 298.20 1.39 36
66 64 NITROBENZENE 298.20 1.41 37
66 64 NITROBENZENE 283 .15 1.39 2
72 64 NITROBENZENE 298.20 5.79 36
80 64 NITRORENZENE 298,20 7.81 26
80 64 NITROBENZENE 298.20 8.24 37
80 64 NITROBENZENE 293.15 8.20 Fd
87 64 NITROBENZENE 298.20 3.60 9
87 64 NITROBENZENE 283.15 4.05 2
91 64 NITROBENZENE 293.20 1.89 4
94 64 NITROBENZENE 293.1% 7.22 2
98 G4 NITROBENZENE 298 .20 8.70 36
98 64 NITROBENZENE 283.15% 9.40 2
108 64 NITROBENZENE 293,20 11.80 )
109 64 NITROBENZENE 298.20 11.30 4
1 65 CHLOROBENZENE 233.15 1.26 2
2 65 CHLOROBENZENE 293.15 1.01 2
4 55 CHLOROBENZENE 233.18% 0.89 2
6 65 CHLOROBENZENE 293 .15 1.03 2
8 65 CHLOROBENZENE 293.18 23.30 2
9 65 CHLOROBENZENE 298,20 3.69 4
9 65 CHLOROBI{NZENE 293.15 J.48 2
10 65 CHLOROBENZENE 293.15 1.07 2
1 65 CHLOROBENZENE 293.15% 3.1 2
17 65 CHLOROBENZENE 293.16 1.00 2
18 65 CHLOROBENZENE 293.15 0.98 2
19 65 CHLOROBENZENE 293.15 18.20 2
21 65 CHLOROBENZENE 293.15 1.42 2
28 65 CHLOROBENZENE 293.15 1.01 2
32 65 CHLOROBENZENE 298.20 1.00 4
36 65 CHLOROBENZENE 293.15 0.92 2
37 85 CHLOROBENZENE 298,20 0.98 4
40 65 CHLORCBENZENE 293.15 1.21 2
46 85 CHLOROBENZENE 293.15% 1.19 2
48 85 CHLOROBENZENE 293.15 1.47 2
50 65 CHLOROBENZENE 293.15 1.60 2
61 65 CHLOROBENZIENE 293.15 2.02 2
66 65 CHLOROBENIENE 283.15 0.86 2
72 65 CHLOROBENZIENE 293.15 1.1 2
80 65 CHLOROBENZENE 283.15 1.98 2
91 85 CHLOROBENZENE 298.20 1.02 4
109 65 CHLOROBENZIENE 298.20 2.16 4
1 66 BENZENE 283.18 1.48 2
2 66 BENZENE 293.18 1.13 1




SLY
ID
4
6
10
11
17
18
21
28
32
37
40
46
48
$0
&1
72
80
87
91
108
46
48
61
E6

SLV

(D SOLVENT

66
66
66
66
66
66
66
66
66
66
66
66
66
66
66
66
66
66
66
66
67
67
67
87
67
67
68
68
68
68
68
68
88
68
88
68
68
6A
658
68
68
68
68
68
68
68
68
68

BENZENE
BENZENE
BENZENE
BENZENE
BENZENE
BENZENE
BENZENE
BENZENE
BENZENE
BENZENE
HENZENE
BENZENE
BENZENE
BENZENE
BENZENE
BENZENE
BENZENE
BENZENE
BENZENE
BENZENE
PRENOL

PHENOL

PHENOL

PHENOL

PHENOL

PHENOL

ANIL INE
ANIL INE
ANIL INE
ANIL INE
ANIL INE
ANIL INE
ANIL INE
ANIL INE
ANILINE
ANIL INE
ANIL INE
ANIL INE
ANIL INE
ANILINE
ANIL INE
ANILINE
ANIL INE
ANTL INE
ANIL INE
ANILINE
ANIL INE
ANIL INE
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TEMP
293

298

298

293

.20
293,
293.
293.
283.
283.
293,
293.
238,
298,
293.
293.
293,
293.
293.
293.
293.
298.
298,
.20
298 .
298.
298,
298,
298,
298,
293.
293.
293,
293.
293.
298.
293,
293,
293.
293,
293.
293.
298.
293.
.20
293.
293,
.20
293.
298.
293.
298.

15
15
19
15
15
1%
15
20
20
15
15
19
15
1%
15
15
20
20

20
20
20
20
20
20
20
20
20
20
20
20
20
20
20
20
20
20
20
20

20
20

20
20
20
20

GAMMA
INFINITY
.67
17
.18
.47
.12
.01
A
.08
.17
.89
.27
.24
.67
.72
.25
.68
21
.30
.93
.18
.64
.92
.70
.57
.20
.80
.53
.80
.50
.41
.39
R
.83
.14
.80
.44
.82
.27
.90
.18
.00
.61
10.40
20.10
19.72
18.40
20.29%

2.08
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SLT

SLv
ID
6R
68
68
68
68
68
68
68
68
68
68
88
68
68
68
68
68
68
68
68
68
70
70
70
70
70
70
70
70
70
70
70
70
70
70
70
70
70
70
70
70
70
70
70
70
70
70
70

~AT6-

SOLVENT
ANIL INE
ANTL INE
ANIL INE
ANIL INE
ANIL INE
ANILINE
ANIL INE
ANIL INE
ANILINE
ANTL INE
ANIL INE
ANT! INE
AN . . INE
ANIL INE
ANITL INE
ANILINE
ANIL INE
ANIL INE
ANIL INE
ANIL INE
ANILINE
CYCLOHEXANONE
CYCLOHEXANDONE
CYCLOHEXANONE
CYCLOHEXANONE
CYCLOHEXANONE
CYCLOMEXANONE
CYCLOMEXANONE
CYCLOHEXANONE
CYCLOHEXANONE
CYCLOHEXANONE
CYCLOHEXANONE
CYCLOHEXANONE
CYCLOHEXANONE
CYCLOHEXANONE
CYCLOMEXANONE
CYCLOHEXANONE
CYCLOHEXANONE
CYCLOHEXANONE
CYCLOHEXANONE
CYCLOHEXANONE
CYCLOKEXANONE
CYCLOHEXANONE
CYCLOMEXANONE
CYCLOHEXANONE
CYCLOHEXANONE
CYCLOHEXANONE
CYCLOHEXANONE

TEMP

298,20
298.15
293.20
2393 .20
298.2¢0
293.20
293.290
293.20
293.20
293.20
298 .15
298.20
2%8.20
293.20
298.20
293.20
293,20
293.20
288.20
283.20
298.20
293.18
293.15
293.1%
293.15
283.15%
293.15
293.15
293.15
298,20
293.15
293.15
298.20
293.1%
298.20
293 .18
293.15
298.20
293.15
298.20
293.15
298.20
293.15
298.20
293.15
298.20
293.15
298.20

GAMMA

INFIN
2
2
2
1"
1
13
12
12
12
25
25
26
23
24

3
17
15
N
2R
39

»
o

NWOOWWWANRNRN = o = 2w s e (D wd o e 3C i e

ITY
.24
.20
.24
.85
.90
.62
.99
.80
.29
.10
.00
.63
.10
.87
.18
.53
.84
LT
.50
.43
.60
.87
.10
.31
.39
.05
.43
.13
.96
.19
.26
.08
.08
.26
.20
.31
.48
.34
.43
.09
.59
.35
.97
.34
.93
.80
.08
.50

REF
37
T

2
46
36
LR
46
45
46

2
11
37
36
48

4
46
48
48
38
46
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-AT7~

SLT SLvV GAMMA
ID ID SOLVENT TEMP INFINITY REF
80 TQ CYCLOHEXANONE 298.20 3.69 32
80 70 CYCLOHEXANONE 293.15 4. .46 2
87 70 CYCLOHEXANONE 293,15 2.9%59 ?
91 70 CYCLOHEXANONE 298.20 1.26 4
109 70 CYCLOHEXANONE 298.20 5.73 4
9 12 CYCLOHEXANE 298.20 AD.50 4
19 72 CYCLOHEXANE 293 .20 36.130 4
32 72 CYCLOHEXANE 298.20 5.10 4
37 72 CYCLOHEXANE 298.20 4.29 A
R7 72 CYCLOHEXANE 298.20 1.03 9
21 72 CYCLOHEXANE 298 .20 1.5% 4
1C9 T2 CYCLOHEXANE 288.20 0.9 4
31 14 1,2-DICHLOROETHANE 303.20 B.14 17
91 14 1,2-DICHLOROETHANE 303.20 1.12 17
73 64 NITROBENZENE 303.20 4. .81 38
59 64 NITROBENZENE 303.20 3.03 38
80 64 NITROBENZENE 303.20 7.70 38
72 64 NITROBENZENE 303.20 5.61 38
66 64 NITROBENZENE 303.20 1.37 38
80 67 PHENOL 303.20 14.10 38
72 67 PHENOL 303.20 7.67 38
73 67 PHENOL 303.20 7.7% 38
89 87 PHENOL 3013.20 4.35 3B
69 68 ANILINE 303.2¢0 6.00 38
80 68 ANILINE 303.20 22.80 38
66 68 ANILINE 303.20 2.18 38
72 68 ANIL INE 303.20 12.00 38
73 68 ANILINE 303.20 11.70 38
73 78 CYCLOMEXANOL 303.20 4.72 38
72 78 CYCLOHEXANOL 303.20 3.37 38
69 78 CYCLOHEXANOL 303.20 2.718 38
66 78 CYCLOHEXANOL 303.20 2.M 38
80 78 CYCLOHEXANOL 303.20 5.65 38
21 2 CARBON TETRACHLORIDE 303.86 3.03 1
2 21 ACETONE 304 .00 2.16 1
66 21 ACETONE 304.03 1.59 1
80 14 1,2-DICHLOROETHANE 304.50 4.40 1
87 21 ACETONE 304.70 3.95 1
34 4 CHLOROFORM 305.00 0.21 1
29 4 CHLOROFORM 305.00 0.39 1
18 4 CHLOROFORM 305.00 0.82 1
21 19 ETHANOL 305.20 2.14 2
87 36 ETHYL ACETATE 306.20 2.04 1
19 21 ACETONE 306.83 2.24 1
2 14 1,2-DICHLOROETHANE 306.90 1.886 1
17 36 ETHYL ACETATE 307.20 1.50 1
66 67 PHENOL 307.20 2.49 36
48 67 PHENOL 307.20 4.47 36




~A78~-

SLT SLV GAMMA
10 ID SOLVENT TEMP INFINITY REF
98 57 PHENOL 307.20 17.30 36
61 67 PHENOL 307.20 12.00 36
A8 67 PHENOL 307.20 6.59 36
RO 67 PHENOL 307.20 14.20 36
61 68 ANILINE 307.20 17.40 36
R 68 ANILINE 307.20 26.50 36
46 68 ANILINE 307.20 4. .86 36
4R 68 ANILINE 307.20 B8.58 36
55 68 ANILINE 307.20 2.14 36
12 68 ANILINE 307.20 11.30 36
RO 68 ANILINE 307.20 21.50 36
L 21 ACETONE 307.90 2.18 1
61 11 ACETONITRILE 308.20 18.80 14
50 11 ACETONITRILE 308.20 B.58 14
80 36 ETHYL ACETATE 308.20 3.09 1
4 21 ACETONE 308.32 0.53 1
21 39 N-BUTYL CHLORIDE 309.50 1.62 1
66 72 CYCLOHEXANE 310.87 1.48 1
2 21 ACETONE 310.88 2.13 1
87 14 1,2-0DICHLOROETHANE 310.90 2.0% 1
R7 39 N-BUTYL CHLORIDE 311.40 1.14 2
6 34 TETRAHYDROFURAN 311.45 0.45 1
20 36 ETHYL ACETATE 311.60 1.42 !
66 36 ETHYL ACETATE 311.68 .14 1
9 36 ETHYL ACETATE 311.70 1.62 2
14 36 ETHYL ACETATE 311.70 0.81 1
1 38 ETHYL ACETATE 311.70 1.73 2
91 36 ETHYL ACETATE 313.00 1.27 1
32 36 ETHYL ACETATE 313.00 1.11 1
34 36 ETHYL ACETATE 313.00 1.10 1
! 21 ACETONE 313,15 1.90 21
91 14 1,2-DICHLOROETHANE 313.20 1.09 t7
R 14 1,2~-DICHLOROCETHANE 313.20 6.59 17
50 25 DIMETHYL FORMAMIQE 313.20 5.586 57
61 25 DIMETHYL FORMAMIDE 313.20 12.80 57
48 25 DIMETHYL FORMAMIDE 313.20 6.1 57
48 25 DIMETHYL FORMAMIDE 313.20 3.10 57
45 25 DIMETHYL FORMAMIDE 313.20 3.08 57
62 25 DIMETHYL FORMAMIDE 313.20 12.50 57
52 25 DIMETHYL. FORMAMIDE 313.20 6.74 57
LY 2 CARBON TETRACHLORIDE 314.00 1.83 1
as 21 ACETONE 314 .43 1.87 1
72 66 BENZENE 314.57 1.61 1
18 32 2-BUTANONE 314.70 1.08 1
36 32 2-BUTANONE 314.70 1.11% 1
19 32 2-BUTANONE 314.70 2.28 1
14 32 2~-BUTANONE 314,70 0.177 1
94 32 2-BUTANONE 314.70 3.80 1




LT
10
1

11

26
32
39
19

17
87
44
44

19
R7
21
1
72
98
66
66
66
91
61

1M
19

66
36
21
32

98

11
20
16
g1
80
98
11
80

66
21

SLV
D

NEDLEDEO

~A78-

SOLVENT

2-BUTANONE
2-BUTANONE
2-BUTANONE

CARBON TETRACHLORIDE
CARBON TETRACHLORIDFE
CARBON TETRACHLORIDE
CARBOM TETRACHLORIDE
CYCLOHEXANE

ACETONE
1,2~0DICHLOROETHANE
ACETONE

ACETONE

ACETONITRILE

CARBON TETRACHLORIDE
CHLOROFORM
CHLOROFCRM
2-BUTANONE

CARBON TETRACHLORIDE
CARBON TETRACHLORIODE
CARBON TETRACHLGRIDE
BENZENE

N-BUTANOL
ACETONITRILE
ACETONITRILE
ACETONITRILE
ACETONITRILE

BENZENE

BENZENE

1, 2= TCHLOROETHANE
1,2-0iCHALOROETHANE
1,2-DICHLOROQE THANE
1,2-DICHLOROETHANE
1,2-DICHLOQROETHANE
1,2-DICHLOROETHANE
1,2~DICHLOROE THANE
1,2-BICHLOROETHANE
1,2-DICHLOROETHANE
1,2=-DICHLOROETHANE
1,2-0DICALORQETHANE
1,2-DICHLOROETHANE
ETHANOL
1,2-DICHLOROETHAMNE
ETHANOL

CHLOROFORM
CHLOROFORM
CHLOROFORM
CHLOROFORM

CARBON TETRACHLORIDE

TEMP

314.
314.
314,
.80

314
314
314

315
315

70
70
10

.90

.90
314,
315.
319.
315,
.40
.50

315,
315,
.00

316

316.
316.
316.
316.
.90
317,
318.
318 .
318.
318,
318.
3i8.
318.
.40
.40
318.
318.
318,
318.
318.
318.
.50
318.
318.
318,
V51

317

318
318

318

318

319.
.42

319
319

’

318.
319.
319.80
320.76

90
og
16
40

80
90

00
00
50
50

99
15
16
20
20
20
21
27

40
A0
50
50
50
50

50
50
50

00
80

80
80

GAMMA
INFINITY
1.25%
2.23
1.259
10.70
1170
.5R
.10
.56
12
.18
13
.73
.92
.81
.93
.49
.48
.88
.10
L1
.92
.0
.95
.83
.90
.60
.48
.08
.10
.10
.08
.83
.76
.73
.16
.45
.86
.47
.15
.48
.80
.99
.80
.32
.79
.90

*
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~ARBG -

SLT SLV GAMMA
n IN SOLVENT TEMP INFINITY RFF
’]17 36 FIHYL ACETATE 321.20 1.94 1
21 19 ETHANOL 322.51 2.7 I
18 4 CHLOROFORM 323.00 .83 1
34 4 CHLORQFORM 323.040 0.25 1
21 4 CHLOROFOIRM 3273.00 0.48 }
At 4 CHLOROFORM 323.00 0.27 1
A 21 ACETONE 323.158 1. R0 21
& P ACETONTIRILE 321,20 1. 80 14
98 11 ACETONITRILE 325.20 27T.50 14
31 14 1,2-0ICHLOROETHANE 323.20 5.217 17
94 67 PHENOL 323.20 10.20 2
d 67 PHENOL 323.20 1,15 2
28 67 PHENOL 323.20 2.68 2
18 67 PHENOL 323.20 2.0% 2
6 67 PHENOL 323.20 1.71 2
2 §7 PHENOL 323.20 3.40 2
98 67 PHENOL 323.20 15.50 2
91 57 PHENGL 323.20 2.62 2
10 67 PHENOL 323.20 2.33 2
80 57 PHENOL 3123.20 13.00 2
66 67 PHENOL 323.20 2.32 2
72 67 PHRENOL 323.2¢ 7.20 2
1 67 PHENOL 323.20 3.20 2
14 51 PHENOL 323.20 1.72 2
61 67 PHENOL 323.20 10.90 2
b7 67 PHENOL 323.20 2.40 2
72 70 CYCLOHEXANONE 323.20 2.58 4
6% 19 ETHANOL 323. 21 5.20 1
91 14 1,2-DICHLOROETHANE 323.30 1.06 17
44 20 PROPIONITRILE 323.30 1,36 1
21 2 CARBON TETRACHLORIDE 323.31% 2.80 1
RO 36 ETHYL ACETATE 324 .40 .77 1
21 19 FTHANOL 325.10 6.56 !
39 72 CYCLOMEXANE 325.81 1.52 1
2 21 ACETONE 326.00 2.15 )
17 21 ACETONE 326.40 2.04 |
R’7 21 ACETONE 326.70 3.50 1
21 39 N-BUTYL CHLORIDE 328.70 1.53 1
4 21 ACETONE 327.41 0.58 1
19 21 ACETONE 327 .41 1.92 1
2 21 ACETONE 327.60 2.13 ]
4 34 TETRAMYDROFURAN 327.170 0.3% 1
72 34 TETRAHYDROFURAN 327.70 1.69 1
32 2 CARBON TETRACHLORIDE 328.30 2.08 1
87 2 CARBON TETRACHLORIDE 328.30 0.75 1
98 ¢ CARBON TETRACHLORIDE 328.30 1.27 1
66 2 CARBON TETRACHLORIDE 328.30 1.10 1
9 ¢ CARBON TETRACHLORIDE 328.30 10.70 1




-AB81-

SLI StV GAMMA
1D 1D SOLVENT TEMP INFINITY REF
b 4 CHLOROFORM 312B .40 5,38 1
6 34 TITRAHYDROFURAN 1728.40 0.48 1
37 14 1,2=-DICHLOROETHANE 129 .00 1.96 ]
56 21 ACETONE 329.00 1.654 1
4 36 ETHY! ACFTATE 329.15 0.49 1
20 36 ETHYtL ACETATF 329.20 1.13% )
? A6 FTHYL ACETATF 329,70 | .28 1
a4 66 BFNIENE 329.70 1.2 1
3 1 19 FTHANO! 129,98 5 .34 1
11 2 CARBON TFTRACHLORIDE $30. G0 9.10 1
44 14 1,2~DICHLOROETHANE 330.00 0.90 1
12 2 CARBON TETRACHLORIDE 330.40 1.10 1
66 38 ETHYL ACETATE 130.45 1.14 1
9 36 ETHYL ACETATE 330.50 1.47 2
14 16 ETHYL ACETATE 330,50 0.83 1
11 36 ETHYL ACETATE 330.50 1.58 1
44 ? CARBON TETRACHLORIDE 331.10 1.18 1
17 36 FIiHYL ACETATE 331.70 1.45 1
9 4 CHLOROFORM 331.90 2.560 1
656 4 CHLOROFORM 331.90 0.886 1
i} 4 CHLOROFORM 331.90 1.35% 1
80 4 CHLOROFORM 331.90 1.66 1
44 356 ETHYL ACETATE 331.90 1,12 1
21 66 BENZENE 332.10 1.63 1
66 172 CYCLOMEXANE 332.9% .41 1
21 2 CARBON TETRACHLORIDE 333.00 2.176 1
26 2 CARBUN TETRACHLORIDE 333.00 4. 24 1
66 8 METHANOL 333.15 5.80 11
BO 8 METHANCL 333.1% 19.00 11
80 9 NITROMETHANE 333.15%5 22.00 11
80 11 ACETCONITRILE 333.1% 15.80 1
86 20 PROPIONITRILE 333,15 1.48 11
B8O 20 PROPIONITRILE 333,15 7.40 19
66 21 ACETONE 333.15 1.60 1M
80 21 ACETONE 333.1% 5,10 1R
8 21 ACETONE 333.1% 1.173 21
80 44 PYRIDINE 333.1% 4 .80 11
66 44 PYRIDINE 333.1% 1.20 11
656 84 NITROBENZENE 333.1% 1.10 1
80 G4 NITROBENZENE 333.1%5 .10 11
80 68 ANILINE 333.15 14 .00 11
66 68 ANILINE 333.15 2.00 11
66 11 ACETONITRILE 333.20 2.886 14
18 32 2-BUTANONE 333.30 1.00 1
8 32 2-BUTANONE 333.30 2.08 1
9 32 2-BUTANONE 333.30 1.23 1
14 32 2-BUTANONE 333.30 0.79 1
94 32 2-BUTANONE 333.30 3.35 ]




SLT
10
19
386
"
19
32
34
81
28
14
44
80
B7
98
98
21
65
44
72
87

94
21
32

65
16
98

19
72

a4
4?2
81
14

32
26
11
14
39
72
87
4k
19
87
21

SLV
ID
32
32
32
38
36
36
36

12

72

LR

14

66
19
19
19
19
20
66
34
37
14
14
14
14
14
14
14
14
14
34
34

-AB2-

SOLVENT

2~-BUTANONE
2-BUTANONE
2-BUTANONE

ETHYL ACEYTATE

ETHYL ACETATE

ETHYL ACETATE

ETHYL ACETATE
CYCLOHEXANE
CYCLOHEXANE
ACETONITRILE
1,2-DICHLOROETHANE
CARBOM TETRACHLORIOE
BENZENE

ETHANOL

ETHAROL

ETHANOL

ETHANOL
PROPIONTITRILE
BENZENE
TETRAHYDROFURAN
DIOXANE
1,2-DICHLOROQETHANE
1,2-DICHLOROETHANE
1,2-DICHLOROETHANE
1,2-DICHLOROETHANE
1,2-DICHLOROETHANE
1,2-DICHLOROETHANE
1,2=-DICHLOROETHANE
1,2-DICHLOROETHANE
1,2-0ICHLOROETHANE
TETRAHYDROFURAN
TETRAHYOROFURAN
PROPIONITRILE
ACETONITRILE
N-~-PROPANOL
N-~PROPANOL

CARBON TETRACHLORIDE
CARBON TETRACHMLORIOE
CARBON TETRACHLORIDE
CARBON TETRACHLORIDE
CYCLOHEXANE
CYCLONEXANE

CARBON TETRACHLORIDE
2-BUTANONE
2-BUTANONE

BENIENE

ETHYL ACETATE
N~-BUTYL CHLORIDE

TEMP

333.
333,
333.
333,
333.
333,
333.
333.
334.
.60

334

334.
335,
.43
.52

335
335

335,
338%.
336.
336.
336.
336.
337.
337.
337.
337.
337.
.20

337

337.
337.
337.
337.
337.
337.
338.
338.
338.
338.
340,
340.
340.
340.
340.
340.
.20
.30
342.
.42

3
341

342

342.
343.

30
30
30
50
50
S0
50
70
18

60
20

79
80
40
170
70
90
10
20
20
20
20

20
20
20
20
30
30
00
20
20
20
20
20
20
20
39
69

20

70
20

GAMMA
INFINITY

.89
.10
.25
.42
.08
.06
.18
.15
.52
.81
.59
.19
A
.90
.03
.10
.96
.00
.24
.50
.50
.08
.18
T
.65
.06
LA
.88
.93
.20
.59
.37
.39
.40
.62
.97
.10
.02
.10
.70
.44
.46
.09
. 21
.13
.90
.84
.42

REF
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SLT
o
44
108
1
20
9
17
2
21
14
26
3?2
11
26
G6
72
21
21
87
14
11
32
98
65
72
21
34
19
91
44
80
36
19
94
44

18
817
98

66
32
20

Al
98
81
21
72

SLV

~AR3~

SOLVENT

2-BUTANONE
1,2-DICHLOROE THANE
1, 2-D1CHLOROE THANE
1, 2-01CKLOROE THANE
|, 2~D1CHLOROETHANE
ETHYL ACETATE
ETHANOL

CARBON TETRACHLORIDE
CYCLO4EXANE
CYCLO4EXANE

CARBON TETRACHMLORIDE
CARBON TETRACHLORIDE
CARBON TETRACHLORIDE
ETHANOL

CARBON TETRACHLORIDE
CARBON TETRACHLORIDE
CARBON TETRACHLORIDE
CARBON TETRACHLORIDE
ETHYL ACETATE

ETHYL ACETATE

ETHYL ACETATE
ETHANOL

ETHANOL
CYCLOHEXANONE
ETHANOL

ETHYL ACETATE

ETHYL ACETATE

ETHYL ACETATE
N-BUTYL CHLORIDE
ETHYL ACETATE
2~BUTANONE
2-BUTANONE
2-BUTANONE
CARBON TETRACHLORIDE
ETHYL ACETATE
BENZENE

N-BUTYL CHLORIDE
CARBON TETRACHLORIDE
CARBON TETRACHLORIDE
CARBON TETRACHLORIDE
ETHANOL

ETHYL ACETATE

ETHYL ACETATE
N-BUTYL CHLORIDE
BENZENE

ETHANOL

BENZENE

CARBON TETRACHLORIDE

TEMP

3413.
.50
343.
3473
343,
343,

343

344

345

346.
346,
146,
346,
346,
346.
346 .
346.
.10
347,
347.
347,
347.
347,
348.
348.
348.
348,
348 .
348,

347

A8

349

30

90
90
90
80

.60
34% .
.10

15

10
30
30
30
39
50
80
97

80
80
80
a1
96
20
28
30
30
30
30

.40
348,
340.
348,
348,
348,
348,
349.
349,
349 .
349,
349.
348.
349.
349.
349.

60
80
60
30
90
97
00
10
10
10
1%
20
20
30
38

.44
348,
3489.

70
80

GAMMA
INFINITY
.14

.43
.45
11
.73
.41
.46
.58
. 36
.40
.98
.10
.96
.40
. 10
.58
.52
.81
.BS
.51
.04
.30
.90
.24
.92
.03
.33
.14
.35
.41
.10
.74
.08
72
.42
.60
1
.15
.40
.10
12
.29
.52
.38
.58
5.14
1.82
1.10

—

REF
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SLT
Io
44
14

21
44
T2
39
21
32
66
27
80
44
14
66
286
87
118
66
87
44

118
65
24

87
44

80
32
94
21
86

98
16
20
11

72
66

SLV
10
36
32
32
36
66
19
G6
72
39
12
72
19
19
66
12
19
72
32
66
12
66
1
11
66
24
65
72
14
14
14
14
14
14
14
14
14
14
14
14
14
14
20

37
37

~AB4~-

SOLVENT

ETHYL ACETATE
2~BUTANONE
2-RUTANONE

ETHYL ACETATE
BENZENE

ETHANOL

BENZENE
CYCLOHEXANE
N=-BUTYL CHLORIDE
CYCLOHEXANFE
CYCLOHEXANE
ETHANOL

ETHANOL

BENZENE
CYCLOMHEXANE
ETHANOL
CYCLOHEXANE
2-BUTANONE

BENZENE
CYCLOHEXANE
BENZENE
ACETONITRILE
ACETONITRILE
BENZENE
1-NITROPROPANE
CHLOROBENZENE
CYCLOHEXANE
1,2=-DICHLOROETHANE
1,2=-DICHLOROETHANE
1,2-DICHLOROETHANE
1,2-DICHLOROETHANE
1,2-DICHLOROETHANE
1,2=-DICHLOROETHANE
1,2-0ICHLOROETHANE
1,2-DICHLOROETHANE
1,2-DICHLOROETHANE
1.2=-DICHLOROETHANE
1,2-DICHLOROETHANE
1,2-DICHLOROETHANE
1,2-0ICHLOROE THANE
1,2-DICHLOROETHANE
PROPIONITRILE
NITROMETHANE
OIOXANE

DIOXANE
NITROMETHANE
METHANOL

ME THANOL

TEMP

349,
350.
350.
350.
350,
350.
350.
350.
350,
350.
350.
3150.
350.
351%.
351,
.40
.70

351
351

352.
352.
382.
.40
.50

352
352

352.
352.
353.
353,
383,
3%4 .
354.
354,
354.
354 .
354,
354 .
358,
385,
355.
35%.
355.
388%.
355.
358.
358.
380.
370.
.50
373.
373.

371

80
20
20
30
50
60
60
79
80
BO
80
90
90
10
17

00
30
31

62
80
54
63
80
20
30
30
70
70
70
70
20
20
30
30
30
30
30
30
80
33
04

15
15

GAMMA
INFINITY
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.14
.82
.20
.68
.60
.94
.45
.43
.40
.70
.38
.19
10
.22
.29
.34
.87
.12
14
.38
.21
.15
.90
N
.35
.10
.07
.82
.89
.55
L0
.18
.69
.18
.04
.50
.10
. 39
1
.43
.63
.22
.06
.87
.61
.65
.10
.50
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StY
In
a0
80
66
a0
66
a0
63
66
30
G6
80
RQ
66
93
61
60
21
80
61
21
80
61
50
61
50
61
50
(1
50
21
98
72
66
87
T4
as
68
72
66
66
66

31
19
21
23
68
19

SLV

-ABS5-

ID SOLVENT

9
11
T
20
20
21
21
44
44
G4
b4
6R
68
70
80
61
61
42
21
61
21
20
20
21
21
32
32

2
L
68
25
G6
12
31
8§
68
7"
68
72
"
43

—BDBDRONNNO

NITROMETHANE
ACETONITRILE
ACETONITRILE
PROPIONITRILE
PROPIONITRILE
ACETONE

ACETONE

PYRIDINE

PYRIDINE

N1 TROBENZENE
NITROBENZENE
ANILINE

ANILINE
CYCLOHEXANONE
N-PENTYL BROMIDE
N-PENTANE
N-PENTANE

N-BUTANE

ACETONE

N-PENTANE

ACETONE
PROPIONITRILE
PROPIONITRILE
ACETONE

ACETONE

2~-BUTANONE
2-BUTANONE

CARBON TETRACHLORIDE
ACETONITRILE
ANILINE

OIMETHYL FORMAMIDE
BENZENE
CYCLOHEXANE
N=-PROPANOL

BENZENE

BENZENE

4-METHYL 1-PENTENE
BENZENE
CYCLOHEXANE
ACETONITRILE
N-BUTANOL

CARBON TETRACHLORIDE
CARBON TETRACHLORIDE
CARBON TETRACHLORIDE
METHANOL

METHANOL

METHANOL
ACETONITRILE

TEMP

373,
373.

373

373

273
277

281

281

283

287

293

)
15

.15
373.15
373,
313,
373.
3713,
373.
.15
373.
373.
371.
428,
223.
233,
238,
253,
258.
258,
268.
273,
273.
273.
273.
273,
273.
273,

15
15
15
ts
15
15

15
15
15
80
20
20
20
00
20
20
20
15
15
15
15
15
156
20

.20

.40
278,

30

.20
.20
.20
283,
283,
283,
287.
.20
293,
293.

293,
293,
293,
293.
293.20
283.20

20
20
20
20

15
18
20
20
20
20
20

GAMMA
INFINITY

12

—-—b

—

i

——
WBON 20 LOTEODL »BOOOONNDO — DWW — W= P -0

~N

w2
SWWANBNUUINW 2 =20 - =

.00
10.
.40
.50
.40
.50
.50
.20
.80
.00
.70
.00
. B0
.98
.00
.58
.80
.98
. 9%
.50
.88
.80
.27
.79
.69
. 15
.40
.14
.00
.11
.70
.96
.18
.93
.76
.62
.49
.89
.15
.19
.95
.40
.50
. 20
.27
.33
.05
.32
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SLT

102

SLV

8s

-ABG~-

SOLVENT
ACETONITRILE
ACETONITRILE
ACETONITRILE
1,2-DICHLOROE THANE
ETHYL 10DIDE
ETHANOL
ETHANOL
ETHANOL
ETHANOL
ETHANOL
ACETONE
ACETONE
ACETONE

METHYL ACETATE
N-PROPANOL
OIOXANE
DIOXANE
N-BUTANE
PYRIDINE
N-PENTYL BROMIDE
N-PENTANE
CHLOROBENZENE
CHLOROSENZ ENE
B8ENZENE
BENZENE
BENZENE
ANILINE
ANILINE
ANILINE
ANILINE
ANILINE
CYCLOHENANE
CYCLOMEXANE
CYCLOHEXANE
CYCLOHEXANE
CYCLOMEXANE
N1TROBENZENE
CARBON TETRACHLORIDE
METHANOL
METHANOL
METHANOL

ME THANOL
ETHANOL
ETHANOL
ETHANOL
ETHANOL
ETHANOL
PROPIONITRILE

TEMP

293.
293.
293.
293,
293.
293,
293.
293.
293.
293.
283,
293.
293.
293,
293.
293.
293.
293.
293,
2913,

293

293,
283,

293

293.
283.
293.
293,
293.
2%93.
293.
293,
283.
293.
293.
293.
294 .
298,
288.
298.
298.
298.
298.
298,
298,
298.
298.
298.

20
20
20
20
20
20
20
20
20
20
20
20
20
20
20
20
20
20
20
20
20
<0
20
20
20
20
20
20
20
20
20
20
20
20
20
20
20
15
18
15
15
15
18
15
15
13
15
15

GAMMA
INFINEITY
4.50
46,00
1.18
4,50
2.84
3.41
5.18
10.28
4.33
6.47
.96
2.64
0.40
3.18
4.14
2.80
2.39
0.88
4.57
1.58
1.78
0.99
3.2
1.04
3.31
1.83
2.98
2.80
23.20
2.39
1.00
1.87
1.68
4%.10
3.87
5.48
2.10
4.48
2.03
2.40
3.50
2.36
16.00
9.00
9.50
12.00
3.20
4.48
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SLT
ID
51
61
50
61
50
98
91
66

61
50
&6
72
47
47
80
47
33
97
55
68
50
61
86
33
42
123
107
138
102
133
128
91
72

54
81
98
121
72
126
107
120
123
102

SLV
ID
20
21
21
32
32
32
32
32
34
36
44
44

1

~A87~-

SOLVENT
PROPIONITRILE
ACETONE

ACETONE
2-BUTANONE
2-BUTANONE
2-BUTANDNE
2-BUTANONE
2-BUTANONE
TETRAHYDROFURAN
ETHYL ACETATE
PYRIDINE
PYRIDINE

CARBON DISULFIDE

1 CARBON DISULFIDE

W0 moo &N -

CARBON OISULFIODE
CARBON TETRACHLORIDE
CARBON TETRACHLORIDE
CHLORCFORM
METHANOL

METHANOL

METHANOL
NITROMETHANE
ACETONITRILE
ACETONITRILE
NITROETHANE
ETHANOL

ETHANOL

ETHANOL

ETHANOL

ETHANOL

ETHANOL

ETHANOL

ETHANOL
PROPIONITRILE
ACETON{

ACETONKE

ACETONE

ACETONE

DIMETHYL FORMAMIDE
2-BUTANONE
2-BUTANONE
2-BUTANONE
2-BUTANONE
2~-BUTANONE
2-BUTANONE
2-BUTANONE

METHYL PROPIONATE
TETRAHYDROFURAN

TEMP

298,
29R.
298.

298

298,
298,
298,
298,
298.
298,
298,
298.
298,
288.
298,
298.
298.
298,
298.
298,
298,
298,
298.
298.
298,
298.

298
298

298.
298.
298.
298.
298.
298.
298.
298.
298.
298,
298.
298,
298.
298,
298.
298.
298.
298.
298.
298,

15
15
15
15
15
15
15
15
15
15
18
15
20
20
20
20
20
20
20
20
20
20
20
20
20
20
.20
.20
20
20
20
20
20
20
20
20
20
20
20
20
20
20
20
20
20
20
20
20

GAMMA
INFINITY
.28
.28
.16
.42
.1
.45
.50
.12
.60
.30
.24
17
.56
.59
.84
.08
.48
.53
.85
.59
.27
. 84
45
.40
.80
.19
.80
22.50

13.50
155.00

1.30
77.00
28 .00
.22
.68
.43
.87
.15
.50
.40
.40
.10
.90
.25
.60
17
- 4.71

0.78
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SLTY

109

128

123
102
107
81
LR
L ]
138
72
121
133
66

91
103
21
se

SLV
ID
43
43
43
43
47
47
47
47
a7
47
61
61
61
63
63
63
83
64
66
68
66
66
66
68
66
66
68
88
88
86
67
67
67
67
67
67
87
87
&7
87
67
87
89
72
72
72
12
73

-ABB~-

SOLVENT
N-BUTANOL
N-BUTANOL
N-BUTANOL
N-BUTANOL
CYCLOPENTANE
CYCLOPENTANE
CYCLOPENTANE
CYCLOPENTANE
CYCLOPENTANE
CYCLOPENTANE
N-PENTANE
N-PENTANE
N-PENTANE
1-PENTANOL
1~PENTANOL
1=-PENTANOL
1-~-PENTANOL
NITROBENZENE
BENZENE
BENZENE
BENZENE
BENZENE
BENZENE
BENZENE
BENZENE
BENZENE
BENZENE
BENZIENE
BENZENE
BENZENE
PHENOL
PHENOL
PHENOL
PHENOL
PHENOL
PHENOL
PHENOL
PHENOL
PHENOL
PHENOL
PHENOL
PHENOL
CYCLOHEXENE
CYCLOHEXANE
CYCLOMEXANE
CYCLOMEXANE
CYCLOHEXANE
1 ~HEXENE

TEMP

288.20
298.20
298.20
298,20
298.20
298.20
298,20
298 .20
298.20
298.20
298.20
298.20
298.20
298.20
298.20
298,20
298.20
298.20
298 .20
298.20
298,20
298.20
298.20
298.20
298.20
298.20
298.20
298.20
298.20
298.20
298.20
298.20
298.20
298 20
298.20
298. 20
298.20
298.20
298.20
298,20
298.20
298.20
298,20
298.20
298.20
298.20
299.20
298.20

GAMMA

INFIN
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20
105
11
18
68
‘

1

1

1
8
1

ITY
.00
.98
.67
.84
.05
.53
.60
.67
.18
.39
.95
.97
.10
.38
.45
.33
.26
.38
.80
.30
.03
.08
.13
.54
.59
4
.15
.86
.72
.37
.00
.90
.00
.30
.00
.00
.90
.00
.00
.80
.00
.80

.25

.28
.73
.72
.8
.48
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~ABG-

SOLVENT

METHYL CYCLOPENTANE
METHYL CYCLOPENTANE
[SOPENTANE
1SOPENTANE
1~PENTENE
1-PENTENE

| ~PENTENE

CARBON TETRACHLORIOE
CHLOROFORM
CHLOROFORM
CHLOROFORM
DICHLOROMETHANE
DICHLOROME THANE
DICHLOROMETHANE
DICHLOROME THANF
ACETONE

ACETONE

DIMETHYL FORMAMIDE
N-PROPANOCL
TETRAHYDROFURAN
TETRAHYDROFURAN
TETRAHYDROFURAN
DIOXANE

DIOXANE

PYRIDINE

PYRIDINE

PYRIDINE

CARBON TETRACHLORIDE
METHANOL
NITROMETHANE
ACETONITRILE
ACETONITRILE
1,2-DICHLOROQETHANE
1.2-DICHLOROETHANE
ETHYL IOOIDE

ETHYL BROMIDE
ETHANOL

ETHANOL

ETHANOL

ACETONE

ACETONE

N-PROPANOL

DIOXANE

DIOXANE

N-BUTANOL

PYRIDINE
1-PENTANOL
CHLOROBENZENE

TEMP

298,
298,
301,
.00
303.
303.
1073,
303,
303,
303.
B
303.
303.
303.
303,
303.
303.
303,
303.
303,
303.
303.
303.
303.
303.
303.
303.
303.
303.
303.
303,
303.
303.
303.
.20
303.
303.
.20
303,

301

303

303

3013
303
303
303
303

303

20
20
00

10
10
10
1%
1

15

15
15
15

15
tH
15
15
1%
15
15
15
15
5
15
15
20
20
20
20
20
20
20

20
20

20

.20
303.

20

|2°
303.

20

.20
303.
.20
303.

20
20

.20

GAMMA
INFINITY

al

.59
.74
.28
. 30
. B4
18
.90
.83
.21
.21
.20
.32
.37
.46
.36
.56
.21
.32
.80
.27
.87
.40
A7
.53
485
.58
.23
.B8
.44
.83
.09
.03
.22
.31
.32
.10
.94
.02
.20
.46
.94
.67
17
.78
14
.36
.84
.96

REF
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3
10
10
10
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3
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~A90~-

St T SLV SAMMA
In 10 SOLVEN?! TEMP INFINITY RFF
106 h6 RENZENE 3073.20 1.63 3o
R 56 HENZENF 309320 13,20 3o
66 657 PHENOL 303.20 2.0 1 ox
104 12 CYCLOHEXANF 303,20 1,93 3o
102 77 CYCLOMFEXANE 303,20 167 SR
g1 13 1-HEXENF 303,20 1,30 1 ¥
6h 74 P-MFTHYL - 1=PENTENE IN3.20 1.349 3o
19 21 ACFTOME 30% .20 1,498 1 o>
133 12 CYCLOHEXANF 30%5.20 0.65% 4w
1P R TP CYCLOMEXANE 0% .30 .87 3 o*
A 46 IS50PRENE 307.20 339,20 3 x
! 453 I3SOPRENF 307,20 2.30 3 *
11 465 I1850RRFNE 307.20 5.70 3 >
11 45 [SOPRENE 307.20 5.50 3 »
2N AG [SOPRENE 307.20 .50 3 *®
9 4t 1SOPRENE 307.20 6,70 3
RO 4 CHLOROFORM 308.10 1.83 53 %
66 R ME THAROL 308.1C 7.18 53 *
A n6 BFNZENE 08 .10 17.30 3 *
61 1t ACETONITRILFE 308.15 17.30 13
50 11 ACETONTTRILE 308.15 8.68 13 *
6! 20 PROPIONITRILE 308,15 7 61 13 »
50 20 PROPIONITRILE 308.1% A.25 13 *
50 21 ACKETONE 308.15% 2.94 13 =
6 21 ACEYONE 308.15 4.81 13 %
50 1?2 2-BUTANONE 308 . !5 2.02 13 *
61 12 2-BUTANONE 308,15 3.18 13 »
91 2 CARBON TETRACHLORIDF 308.20 1.08 3
19 4 CHLORQFCRM 308 .20 4.90 50 *
4 8 METHANOL 308.20 ?.860 '} ox
37 8 METHANOL 308.20 3.186 3 %
66 10 METHYL 10DIDE 308,20 1.18 3 *
R7 19 FTHANOL 308.20 1.130 3 .
4 19 ETHANOL 308,20 1.60 50 *
4 21 ACETONE 308.20 n.47 3 *
72 21 ACETONF 308.20 5.73 ] x
80 21 ACETONE 3068.20 6.15 3 %
66 21 ACETONE 30R.20 1.%2 7 *x
8 37 NIOXANE 308.20 2.53 3 *
A0 54 NITROBENZIENE 308.20 7.80 3 ox
10 66 BENZENE 308,20 1.12 3
21 12 CYCLOMEXANE 308.20 6.99 3 *
19 72 CYCLOMEXANE 308.20 39.10 3 0%
21 1 CARBOM DISULFIDE 308.130 7.40 5 %
i 21 ACETONE 308.30 3.98 3>
21 61 N-PENTANF 309.20 6.17 3 ¥
8 61 N-PENTANE 309.20 53.10 3 #
15 61 N -PENTANE 309.20 1.08 3 o*
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32

586
]7
11
i1

19
' 9
19
4
11
11
14
36
66
36
98
58
14
1t
36
21

61
128

37
19
!
108

66
133
50
19
44
106

66
91
68
21
A0
11

SLV
™
R
651
4B
48
I8
19
4R
6

5
b
14
19
19

25

8

P
11
'Y
19
19
16
19
18
21!
21
21!
23
3
36
36
44
S0
61
86
68
68
72
12
72
72
12
21
68

~A91-

SOLVENT
M-PENTAN
N-PENTANE

[ -PENTEME
[-PENTENF

ETHYlL RROMIDFE
ETHANOL
[-PENTENE
DICHLOROME THANE
DICHLOROMETHANE
DICHLOCROMETHANE
ACETOMITRILE
1,2-0U1CHLOROF THANE
ETHANOL

ETHANOL

DIMETHYL FORMAMIDE
ME THANOL

ME THANOL
METHANOL
ACFTONTTRILE
ACETONTTRILE
ETHANGL

ETHANOL

ETHANOQL

ETHANOL

FTHANOL

ETHANOL

ACETONE

ACETONE

ACETONE

METHYL ACETATE
N=-PROPANOL
ETHYL ACETATE
ETHYL ACETATE
PYRIDINE
1-PENTENE
N-PENTANE
BENZENE

ANTLINE

ANTLINE
CYCLOMEXANE
CYCLOMEXANE
CYCLOHEXANE
CYCLOHEXANE
CYCLUHEXANE
ACETONE

ANTL INE
CHLOROFORM
CARBON TETRACHLORIDE

TEMP

309.
109.
309 .
09,

311
3

311.
313,
313.
.00
117,
313.
313.
313.
313,
313.
313,
.20
.20
313,
31,
313.
313,
313,
3173,
313.
113,
313.
313,
313.
113.
313.
313,
313,
3113,
313,
313.
313.
313,
313,
.20
313.
313,
313.
.40

313

413
313

313

313

313,
318.
318.

20
20
RO
80

.50
.60

70
00
Qa0

15
15
ts
15
15
20
20

20
20
20
20
20
20
20
20
20
20
20
20
20
20
20
20
20
20
20
20
20

20
20
20
a0
10

15

GAMMA
INFINITY
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.08
L1
. B4
.10
.96
.10
.10
.35
B
.27
.70
.00
.40
.50
.3
.15
. 20
.24
.93
.80
.18
.52
.68
.82
.16
.98
.40
.49
.80
.16
. 28
.84
.53
.00
.10
.19
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SLT
[0
21

21

61
66
61
50

66
61
50

50
61
14
473
21
11
108
23
22
66
66
91
21
91
22
72

80
11

19
31
23

12
66
61

21
t

86
138

20
20
21
21
21
21
21
32
3?2
66
66
66
66

2

9
t
1
11
16
19
21
21
21
21
22
22
23
31
34
LY
47
66
86
12
66

28
47
72

~Ag2-

SOLVENT

CARHON TETRACHLORIDE
CARBON TETRACHLORIDE
NITROMETHANE
NITROMETHANE
ACETONITRILE
ACETONITRILE
ETHANOL
PROPIONITRILE
PROPIONITRILY
ACETONE

ACETONE

ACETONE

ACETONE

ACETONE
2-RBUTANONE
2~-BUTANONE
BENZENE

BENZENE

BENZENE

BENZENE

CARBON TFTRACHLORIDE
METHANOL
METHANOL
NITROMETHANE
ACEYONITRILE
ACETONITRILE
ACETONITRILE
NITROETHANE
ETHANOL

AUTONE

2 ' i ONE

ACETONE

M ETONE

ETHYL FORMATE
ETHYL FORMATE
WMETHYL ACETATE
N-PROPANOL
TETRAMYDROFURAN
PYRIDINE
CYCLOPENTANE
BENZENE

BENZENE
CYCLOHMEXANE
BENZENE

CARBON DISULFIDE
N=-PROPYL CHLORIDE
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SLT SLV GAMMA
10 ID SOLVENT TEMP INFINITY REF
66 4 CHLOROFORM 323.10 0.8! 28 ¥
98 43 N-BUTANOL 323.10 4.94 56 *
4 66 BENZENE 323.10 0.81 28 *
8 32 2-BUTANONE 323.14 2.10 23 *
21 4 CHLOROFQORM 323.18 0.44 8 *
21 B METHANOL 323.156 2.086 g *
32 8 METHANOL 323.18 2.24 3 *
61 19 ETHANOL 323.15 7.10 19 x
98 19 ETHANOL 323.15 13.00 tg *
4 21 ACETONE 323.1% 0.54 B ¥
8 21 ACETONE 323.15 1.78 8 *
104 2 CARBON TETRACHLORIDE 323.20 0.86 3 =
98 4 CHLOROFORM 323.20 1.70 3 *
19 14 1,2-0ICHLOROETHANE 323.20 T.82 3=
133 19 ETHANOL 323.20 46.00 19 *
102 19 ETHANOL 323.20 9.00 19 *
123 13 ETHANOL 323.20 18.00 19 *
136 19 ETHANOL 323.20 70.00 19 *
91 19 ETHANOL 123,20 5.42 3 =
107 19 ETHANOL 323.20 12.00 19 *
1286 19 ETHANOL 323.20 20.20 19 »
42 19 ETHANOL 323.20 6.90 19 *
4 21 ACETONE 323.20 0.51 3 %
98 21 ACETONE 323.20 6.72 3 =
31 22 ETHYL FORMATE 323.20 3.18 3 =
22 31 N~-PROPANOL 323.20 2.90 3 =»
8 31 N-PROPANOL 323.20 1.19 3 =
102 32 2-BUTANONE 323.20 1.62 19 *
126 32 2-BUTANONE 323.20 4.50 19 =
123 32 2-BUTANONE 323.20 5.10 19 *
2 32 2-BUTANONE 323.20 1.62 3 x
107 32 2-BUTANONE 323.290 4.10 19 *
120 32 2-BUTANONE 323.20 1.98 19 *
66 32 2-BUTANONE 323.20 1.16 3 =
91 32 2-BUTANONE 323.20 1.47 3
8 37 DIOXANE 323.20 2.3 3 =
6 37 OIOXANE 323.20 0.46 3 »
98 39 N-BUTYL CHLORIDE 323.20 1.72 3 =
38 41 N-BUTYL BROMIDE 323.20 1.54 3 *
12 43 N-BUTANCL 323.20 3.686 3 %
32 43 N-BUTANOL 323.20 2.01 3 *
91 56 2-PENTANONE 323.20 1.1 3 *
R0 63 1-PENTANOL 323.20 3.93 3 *
85 66 BENZENE 323.20 2.0¢ ax
108 68 BENZENE 323.20 1.486 3 *
T4 66 BENZENE 323.20 1.850 3 »
32 66 BENZENE 323.20 1.30 3 x
18 66 BENZENE 323.20 11.20 3>
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SLT SLV GAMMA
D ID SOLVENT TEMP INFINTITY RFF
71 66 BENZENE 323.20 1.47 3
102 &7 PHENOL 323.20 3.70 tq *
91 6T PHENOL 323.20 3.30 14 *
61 67 PHENOL 323.20 11.30 19 *
9R 67 PHENOL 323.20 15.40 13 *
127 87 PHENOL 323.20 15.50 19 *
66 67 PHENOL 323.20 2.50 19 *
136 67 PHENOL 323.20 72.00 19 *
72 67 PHENOL 323.20 8.70 19 *
126 67 PHENQL 323.20 23.50 19 *
107 67 PHENOL 323.20 12.50 1§ *
133 67 PHENOL 323.20 48.00 19 *
66 71 4-METHYL 1-PENTENE 323.20 1.36 3 =
43 72 CYCLOHEXANE 323.20 23.50 B
104 72 CYCLOHEXANE 323.20 1.82 3 *
19 72 CYCLOHEXANE 323.2¢C 28.2C 3 =
102 72 CYCLOHEXANE 323.20 1.47 3=
66 74 2-METHYL-1-PENTENF 323.20 1.34 3 %
22 8 METHANOL 324 .20 3.00 19 *
BO 4 CHLOROFORM 328.10 1.72 53 =
66 8 METHANOL 328.10 6.50 §3 »
8 66 BENZENE 328.10 12.14Q g *
21 72 CYCLOHEXANE 328.10 6.07 3 *
19 4 CHLOROFQORM 328.20 4.10 50 *
72 8 METHANOL 328.20 17.70 3 =
50 11 ACETONITRILE 328.20 7.97 13 »
4 19 ETHANOL 328.20 1.74 3 x
72 21 ACETONE 328.20 4.16 3 %
80 21 ACETONE 328.20 5.20 3 %
4 21 ACETONE 328.20 0.52 3 *
73 29 N-PRCPYL BROMIDE 328.20 1.38 3 »
8 36 ETHYL ACETATE 328.20 2.96 3 *
8 72 CYCLOHEXANE 328.20 31.80 3 *
103 72 CYCLOHEXANE 328.20 1.56 3 %
21 72 CYCLOHEXANE 328.20 5,34 azx
29 73 1-HEXENE 328.20 1.47 3 *
43 21 ACETONE 328.80 1.16 3 ¥
14 21 ACETONE 329.20 0.93 3 *
13 21 ACETONE 329.20 G.80 3 *
91 21 ACETONE 329.20 1.59% B
2 21 ACETONE 329.4¢0 2.15 3 =
73 21 ACETONE 329.40 3.28 3 *
66 21 ACETONE 329.40 1.40 3 x
61 21 ACETONE 329.40 4.10 3 *
46 21 ACETONE 329 .40 1.99 3 %
65 21 ACETONE 329.40 1.28 20 *
81 21 ACETONE 329.40 4.62 3 =
8 21 ACETONE 329.40 1.81 3 x
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1D SOLVENT
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8
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H
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66
13

ACETONE

ACETONE

ETHANOL

METHANOL

METHANOCL

N1TROMETHANE
ACETONITRILE

ETHANOL

ETHANOL

DIMETHYL FORMAMIDE

2 -BUTANONE

N-BUTANOL

METHYL [SOPROPYL KETONE
METHYL ISOPROPYL KETOUNE
METHYL ISOPROPYL KETONE
BENZENE

t-HEXENE

METHANOL

METHANOL

METHANOL

METHANOL

METHANOL
1,1,1-TRICHLOROETHANE
1,1,1-TRICHLOROETHANE
1,1,2-TRICHLOROETHANE
1,1,2=-TRICHLORDETHANE
1,2=-DICHLOROETHANE
ETHYL IODIDE
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ACETONE

ACETONE

ACETONE

DIMETHYL FORMAMIDE
2-BUTANONE

2-BUTANONE

2~-BUTANONE

DIOXANE

DIOXANE

N-BUTANOL

ISOPRENE

I -PENTENE

ISOPENTANE

5 BENZENE

BENZENE

1~-HEXENE
1-HEXENE
1-HEXENE
1-HEXENE

TEMP
129
329
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333

333

.40
.40
.70
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SOLVENT TEMP

CHLOROFORM 334,
CHLOROFORM 334.
CHLOROFORM 334
CHLOROFORM 3134 .
CHLOROFORM 334
CHLOROFORM 334 .
CHLOROFORM 334.
BENZENE 335.
METHANOL 335.
1-HEXENE 3136.
1 -HEXENE 336.
1-HEXENE 338.
METHANOL 337.
METHANOL 337
METHANOL 337.
ME THANOL 337.
METHANOL 337.
METHANOL 337
METHANDL 337
METHYL CYCLOPENTANE 337
METHANOL 337.
METHANOL 337
METHANOL 337.
ME THANOL 337
METHANOL 337.
METHANOL 337
ME THANOL 337.
METHANOL 337
METHANOL 337.
METHANOL 337.
METHANOL 337.
METHANOL 337.
METHANOL 337.
METHANOL 337.
METHANOL 337.
METHANOL 337.
METHANOL 337.
METHANOL 337.
METHANOL 337.
METHANOL 337.
METHANOL 337.
METHANOL 337.
METHANOL 337.
METHANOL 337.
METHANOL 337
METHANGL 337.
METHANOL 337.
METHANOL 337.
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30

.30
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10
20
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80
20
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20

.40
.50

75

.80
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.BO
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.80
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.80

80
80
80
80
80
80
80
80
80
80
80
RO
80
a0
80
80

80
80
80

GAMMA
INFINITY
1.59

L1
.94
.65
.35
.43
.51
.52
.81
.30
.10
.42
.00
.83
.68
.14
.30
.54
.09
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.20
.10
T4
.89
.07
.50
.57
.80
.90
.00
.83
.38
.81
.20
.06
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.13
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4.80

T I
TN = OO O PN DONNRN s it v OO0 ON O -2

N

—
~ 0 3O D -

e iR —a
[ VR,

REF

WV RWRWWOWOWWWWEGWOMRLWOUGWWLDOWRW WL

L BE B B N B R BE 2R BE R BE NE NE BE K NE B BE BE BF BE X BK B B BE BE BB BE NE NE BE SR 3B BF R R S B B BE B R BE B SR




~AQ7-

SLT  SLV GAMMA
10 10 SOLVENT TEMP INFINITY REF
52 8 METHANOL 337.80 13.860 3
2% 8 METHANOL 337.80 0.717 3 *
23 8 METHANOL 337.80 2.78 3 *
43 8 METHANOL 337.R0 1.26 3 ¢
91 8 METHANOL 337.80 7.70 3 *

1 8 METHANOL 337.80 12.10 3 *
87 19 ETHANOL 338,00 1.80 3 *
72 31 N-PROPANOL 338.15 4.83 31 *
31 72 CYCLOHEXANE 338.15 15,19 31 *
19 2 CARBON TETRACHLORIDE 338.20 10.20 3 *
g1 2 CARBON TETRACHLORIDE 338.20 1.03 3 *
68 8 METHANOL 338,20 2.717 18 =
72 19 ETHANOL 338.20 §.10 3 -

2 19 ETHANOL 338.20 4.61 3 -
BO $§ 3-PENTANONE 338.20 2.04 I
98 55 3-PENTANONE 338.20 2.35 3 =
80 65 CHLOROBENZENE 338.20 1.9% 3 =

8 68 ANILINE 338.20 2.20 18 %
80 68 ANILINE 338.20 12.10 3 *

108 72 CYCLOMEXANE 338.20 1.08 3
31 57 N-PROPYL ACETATE 338.90 2.17 3 =
43 34 TETRAMYDROFURAN 339.00 1.16 3 =
&8 66 BENIENE 343.10 2.37 3 =
72 68 ANILINE 343.10 8.09 30 *
66 68 ANILINE 343.10 1.92 30 *
68 72 CYCLOMEXANE 343.10 12.30 30 *
81 19 ETHANOL 383.15% 7.4% 19 %
72 18 ETHANOL 343.15 6.80 19 *
98 19 ETHANOL 343.19 11.80 19
91 32 2-BUTANONE 343.15 1.40 19 *
19 11 ACETONITRILE 343.20 2.7% 12 =
91 11 ACETOMITRILE 383.20 3.85 12 *
68 11 ACETONITRILE 343.20 1.21 15

133 19 ETHANOL 343.20 33.50 Y9 x
42 19 ETHANOL 343.20 6§.70 19 %

138 14 ETHANOL 343.20 52.00 19
11 18 ETHANOL 343.20 3.1 12

123 19 ETHANOL 343.20 16.00 1§ *

128 19 ETHANOL 343.20 17.50 19 =

107 19 ETHANOL 343.20 10,70 19 *

102 19 ETHANOL 343,20 .30 19 *

126 32 2-BUTANONE 343.20 3.710 19 *

120 32 2-BUTANONE 343,20 1.85 19 *
91 63 1-PENTANOL 343.20 3.09 3 &
g1 85 CHLOROBENZENE 343.20 1.00 3 -
58 65 CHLOROBENZENE 343.20 2.47 15 %
64 68 BENZENE 343,920 1.48 3"

107 67 PHENOL 343.20 10.00 19 =




-A98-

SLT SLV GAMMA
10 ID SOLVENT TEMP INFINITY RFF
91 67 PHENOL 343.20 2.92 19 *
126 67 PHENOL 1473 .20 t9.50 19 *
123 67 PHENOL 343.20 12.50 19 *
98 67 PHENOL 343,20 12.50 19 *
120 67 PHENOL 343.20 4.50 19 *
61 87 PHENOL 3473.20 9.30 19 *
66 67 PHENOL 343.20 2.30 19 *
72 67 PHENOL 3473.20 7.20 19 *
133 67 PHENOL 3343.20 39.00 19 *
136 67 PHENOL 343.20 56.50 19 *
102 67 PHENOL 343,20 3.35 19 »
121 §7 PHENOL 343.20 12.00 19 *
68 68 ANILINE 343.20 1.79 =
55 88 ANILINE 343,20 2.15 15 *
11 68 ANILINE 343 .20 1.02 18 %
RE 72 CYCLOHEXANE 343.20 9.56 3 *
43 72 CYCLOHEXANE 343.20 12.10 3
2 72 CYCLOHEXANE 343.20 1.08 3 *
80 75 METHYL CYCLOPENTANE 343.20 1.17 5 *
81 75 METHYL CYCLOPENTANE 345.00 1.41 68 *
91 78 METHYL CYCLOPENTANE 345.00 1.54 3=
80 75 METHYL CYCLOPENTANE 345.00 0.98 35 »
66 75 METHYL CYCLOPENTANE 345.00 1.38 3=
61 76 METHYL CYCLOPENTANE 345 .00 1.08 3=
2 78 METHYL CYCLOPENTANE 345.00 1.07 3 *
35 19 ETHANOL 346.70 2.10 19 *
33 19 ETHANOL 346.70 2.10 19 *
11 48 I-PENTENE 348 .00 9.80 3 *
43 36 ETHYL ACETATE 348,20 2.29 3 *
95 41 N-B8UTYL BROMIDE 348.20 1.83 3 =
66 47 CYCLOPENTANE 348.20 1.61 26 *
L1 61 N-PENTANE 348 .20 1.85 26 ¥
75 66 BENZENE 348.20 1.53 26 *
109 66 BENZENE 348.20 1.62 26 %
61 68 BENZENE 348 .20 1.78 28 *
80 88 BENILENE 348 .20 1.72 26 *
38 86 BENIENE 348.20 1.69 8 *
94 68 BENZENE 348.20 1.586 26 ¥
89 68 BENZENE 348 .20 1.20 3 *
47 66 BENZENE 348.20 1.40 26 *
GE 69 CYCLOHEXENE 348.20 1.17 3 =
g1 72 CYCLOMEXANE 348.20 1.8% 26 *
66 7% METHYL CYCLOPENTANE 348.20 1.62 26 *
91 7% METHYL CYCLOPENTANE 348.20 1.44 26 * ,
19 32 2-BUTANONE 349. 15 2.08 B * )
12 686 BENZENE _ 349.30 1.03 3 = ;
80 2 CARBON TETRACHLORIDE 348.70 1.28 3= :
73 ? CARBON TETRACHLORIODE 349.70 1,14 3 *
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SLT SLV RAMMA
10 1D SN VENT TEMP INFINITY REF
BS ? CARBON TETRACHLORIOF 349 .70 L 4 Y ¥
75 2 CARBON TE™ ACHLORIDE 340 .70 1.12 3 *
69 2 CARBON TE!I~ACHLORIDE 349 .70 0.99% 3 %
66 2 CARBON TETRACHLORIDE 349 .70 1.10 3«
B1 2 CARBON TETRACHLORIODE 349.70 1.32 3 *
31 2 CARBON TETRACHLNORIDE 349.70 7.40 3.
B2 2 CARBON TETRACHLORIOE 349.70 1. 21 3 >
B3 2 CARBON TETRACHLORIDE 349.70 1.28 E Mg
43 2 CARRON TETRACHLORIOE 349 .90 6.50 3
21 36 ETHYL ACETATE 350.20 1.18 3
31 36 £TWYL ACETATE 3%0.20 1. 90 3
19 36 ETHYL ACETATE 350.20 .22 3 =
37 36 ETHYL ACETATE 350.20 1.07 3 "
T2 36 ETHYL ACETATE 350.30 .29 26 *
68 18 ETHANOL 360.80 2.78 47 *
68 27 ACETONE 350.80 0.96 18 #
68 50 1-PENTENE 350.88 11.20 15 =
50 GB ANILINE 350.80 6.32 18 *
21 68 AMILINE 330.80 0.9% 15 ¢
19 68 AMIL INE 350.80 2.2% AT *
6 19 ETHANOL 351.40 1.%8 3=
66 19 ETHANOL 351,40 3.96 3 ®
55 19 ETHANOL 351.40 2.33 K B
12 19 ETHANOL 351.40 T.40 3 x
43 19 ETHANOL 351.40 1.04 3 %
80 19 £THANOL 351.40 8.80 3 *
21 13 ETHANCL 351.40 1.83 3 *
91 19 ETHANOL 351.40 5.14 3 x
9 19 ETHANOL 351.40 3.9%5 3 *
128 19 ETHANOL 351.40 14 .50 I »
4 13 ETHANOL 351.40 1.93 3 *
98 19 ETHANOL 351.40 10.90 3 *
37 19 ETHANOL 351.40 2.24 3 *
36 19 ETHANOL 351.40 2.34 3 x
8 19 ETHANOL 351.40Q 0.99 3 x
56 19 ETHANOL 351.40 2.33 3 *
32 19 ETHANOL 351.40 1.8% 3 *
102 19 ETHANOL 351.40 6.25 3 x
62 32 2~-BUTANONE 352.80 3.18 3 *
72 32 2-BUTANONE 352.80 3.33 3 =
19 32 2-BUTANONE 352.80 1,79 3 *
2 32 2-BUTANONE 352.80 1.48 3 *
50 32 2-BUTANONE 352.80 2. 11 3 *
98 32 2-BUTANONE 352.80 3.15 3 *
4 32 2~-BUTANONE 352.80 0.50 3 *
B8 32 2-BUTANONE 352.80 2.02 3 *
87 43 N-BUTANOL 383.C0 1.08 3 *
41 66 BENZENE 353.10 1.40 3 =*
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SLT 5LV GAMMA

tn 1D SOLVENT TEMP INFINITY REF
66 1 CARRON DISULFIDE 353.20 1.33 h *
3 2 CARBON TFTRACHLORIDE 353,20 14 .10 R4
36 11 ACETONTITIRILE 353 20 1.49 17 ¥
19 31 N-PROPANOL 353.20 L. 2% 3
11 36 ETHYL ACETATE 31%3.20 1.47 12 %
31 37 DIOXANE 15,20 121 7 .
50 37 DIOXANE 353 .20 2.17 348 *
98 37 DIOXANE 151 20 3.54 14 %
60 17 DIOXANE 353 .20 2.01 3 *
9 17 DIOXANE 1513 20 1.28 3 *
109 37 DIOXANE 353.20 3.81% 34 *
17 37 DIOXANE 3573, 210 d.73 3 %
106 37T DIOXANE 153.20 3.03 3 x
98 7 DIOXANG: 1513 .20 3.78 3 *
v73 97 D1OXANE 157920 2.60 3 =
95 317 DIOXANE 153,20 2.25 34 *
80 317 DIOXANE 353,20 3.29 3 *
R0 17 DIOXANE 353,20 3.21 34 *
98 44 PYRIDINE 353 .70 4.12 3 *
V17 4¢ PYRIDINE 353,20 5.45 3 %
109 44 PYRIDINE 153 .20 4.61 3 »
126 44 PYRIDINE 35320 4.87 3 *
98 55 3-PENTANONE 353,20 2.21 3 %
98 §% CHLOROBENZENE 151 .20 1.80 3w
94 56 BENZENE 359 .20 1.66 3 x
108 66 BENZENE 353 .20 1.74 3 *
6% 66 BENZENE 353 .20 0.99 3 *
103 66 BENZENE 353 .20 0.9% 3
54 66 BENZENE 3153 .20 1.56 3 %
\ 66 BENZENE 353 .20 1.18 3 *
72 56 BENZENE 353 .20 1.45 3 %
133 66 BENZENE 153,20 0.86 3 *
31 66 BENZENE 353 .20 5.70 3 %
473 66 BENZENE 153 . 20 .45 3 %
58 66 BENZENE 353.20 2.9% 3 %
a0 66 BENZENE 353,20 1.6% 3 *
18 66 BENZENE 353,20 7.37 3 %
7 66 SENZENE 353 .20 1.14 3 »
25 66 BENZENE 353 .20 2.15 3
15 6t BENZENE 353 .20 .47 q ¥
94 68 ANILINE 353,20 q.37 3 *
91 68 ANILINE 153, 20 2.19 3 *
70 79 CYCLOHEXANE 353.20 2.97 3 *
66 12 CYCLOHEXANE 353 .20 1,96 3 x
37 13 1-HEXENE 353,20 2.08 3 %
2 66 BENZENF 353 .30 11 7
4 66 BENZENE 353,30 0.85 3 %
32 66 BENZENE 153.30 1.217 3 %
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SLT SLV GAMMA
o 1D AOLVEN? TEMP INFINTITY REF
! §6 REM7ZENE 183,130 8.95 3 o*
18 66 RENZENE 353 .30 .83 3 %
37 66 RENZENY 153 .30 1.10 yo*
21 56 BFNZENE 353,30 1.6% 3 o*
A4 56 RENZENE 3%3.130 .29 3 ¢
14 66 BENZENE 393 .30 1.02 7o
79 43 N-AUTANOL 1%53.40 2.09 3 *
19 72 CYCLOWEXANE 193,90 13.60 3o
66 7?2 CYCULOHEXANE 393.90 1.42 3 %
B 12 OYCLOHEXANE 353,90 1.70 3 ox
21 12 CYCLOHEXANE 3%3.90 5.02 3 x
61 72 CYCLOHMEXANE 353.90 1.19 3 %
ad 1?2 CYCLOMEXANE 353,90 2.81 3 *
91 72 CYCLOHEXANE 353.90 1.40 3"
43 72 CYCLOHEXANE 3%3 .90 11.82 3 *
a8 72 CYCLOMEXANE 33.90 1.03 3 *
30 12 CYCLOHEXANF 3%3.90 1.086 K
31 72 CYCLOHEXANE 353.90 10.03 3 *
21 79 CYCLOHEXANE 3%3.90 4.10 3 *
14 72 CYCLOHEXANE 353.90 2.62 3 x
8 72 CYCLOHEXANE 3%3.90 8.90 3 x
36 72 CYCLOHEXANE 353.90 2.57 24 »
43 t4 1,2-DICHLOROETHANE 1%4 .20 3.23 3 x
31 14 1,2-DICHLOROETHANE 354.20 3.73 3 x
686 11 ACETONITRILE 354 .80 2.49 3
62 11 ACETONITRILE 354,80 10.70 3 %
46 11 ACETONITRILE 354.80 3.3% 3 %
91 11 ACETONITRILE 354 .80 3.05 3 x
103 11 ACETONITRILE 354 .80 4.0% K I
102 11 ACETONITRILE 354,80 4.25 3 *
14 69 CYCLOMEXENE 355.10 1.96 31 x
2 69 CYCLOMEXENE 355,10 0.93 3 =*
66 14 1,2-0ICHLOROETHAME 356.60 1.04 3 ¥
81 14 1,2~-DICHLOROETHANE 156 .60 1.09 3 %
21 14 1,: DICHLOROETHANE 355 .60 0.81 3 *
69 14 1,2 -DICHLOROETHANE 356 .60 1.86 3 x
72 14 1,2-DICHLOROETHANE 3556.60 2.99 3 x
72 19 ETHANOL 363.15 6.40 19 =
66 32 2~-BUTANONE 363.15 1.0% 19 *
108 64 NITROBENZENE 363.1% 5,9% 39 %
133 19 ETHANOL 363.20 27.5%0 19 *
126 13 ETHANOL 363.20 15.00 19 *
107 19 ETHANOL 383.20 g.50 19 *
136 19 ETHANOL 383.20 40.00 19 *
123 19 ETHANOL 383.20 13.20 19 *
42 19 ETHANOL 363.20 6.60 19 *
102 18 ETHANOL 363.20 7.40 19 *
98 21 ACETONE 363.20 3.60 19 »
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SLT StV GAMMA
{0 I0 SOLVENT TeEMP INFINITY RE¥
126 31 N-PROPANOL 363,20 R.T4 CR
107 32 2-BUTANONE 163.20 3.00 1
123 32 2-BUTANONE 363.20 3.40 14 *
126 32 2-BUTANONF 363,20 3.10 1g *
44 43 N-RUTANOL 363,20 0.76 3 %
43 44 PYRIDINE 363,20 0.9% 3 *
gR 56 2-PENTANONE 363.720 2 .84 3 x
129 67 PHENOL 383.20C 10.00 19 %
126 67 PHENOL 383.20 16.%50 18 %
91 67 PHENOL 383.20 2.%% 1g =
102 67 PHENOL 363.20 3.10 19 =
1? 87 PHFNOL 153,20 $.20 19 »
66 67 PHENODL. 363.20 2.07 19 =
120 67 PHMENOL 3163.20 3.50 19 =
107 67 PHENOL 363.20 8.30 19 =
133 67 PHENOL 163.20 32.00 19 =
136 67 PHENOL 363.20 44 .50 19 =
98 67 PHENOL 363.20 10.00 19 =
61 67 PHENOL 363.20 7.80 19 =
94 68 ANIL INFE 363.20 B.38 3 =
91 68 ANILINE 363.20 2.15 3 =
61 11 ACETONITRILE 363 .30 .00 3 =
58 31 N-PROPANOL 367.60 2.00 1§ =
14 31 N-PROPANOL 368.10 2.93 3 %
57 31 N«PROPANOL 368.20 1.80 19 =
98 §85 3-PENTANONE 3649.20 2.08 3 =
58 31 N=-PROPANOL 368.40 1.80 19 *
117 44 PYRIDINE 369.80 4.82 3 *x
102 37 N=-PROPANOL 370.30 3.176 3 =*
72 31 N~PROPANOL 370.30 3.80 3 *
43 31 N=-PROPANOL 370.30 1.08 3 =
57 31 N~-PROPANOL 370.30 1.76 3 %
2 31 N-PROPANOL 370.30 3.30 3 =
66 31 N-PROPANOL 370.130 3.30 3=
65 31 N-PROPANOL 370.30 3.45 3 *
80 31 N-PROPANOL 370.730 6.47 3 %
35 31 N-PROPANOL. 370.30 2.4 3 %
94 31 N-PROPANOL 370.30 4d.62 3 ox
37 31 N-PROPANOL 370.30 .80 3 x
35 31 N-PROFANOL. 370.30 1.689 3 *
38 31 N-PROPANOL 370.30 1.20 3 =
91 31 N-PROPANOL 370.30 3.5%1 3 x
31 587 N=-PROPYL ACETATE 370.30 1.83 3 x
66 31 N-PROPANOL. 370.40 2.50 54 %
32 8 METHANOL 373.15 1.96 19 *
21 8 METHANOL 373.15 1.88 19 =
36 19 ETHANOL 373.15% 2.00 19 =
80 18 ETHANOL 373.1% 8.40 19 =




SLT
1D
38
32
87
55

115
91
91

126
79
GR

102
9N

120
SR
94
R
63

102
19
1Y

19
51
19
43
66
36
31
73
67
70
72
91
65
126
18
68

68
68
21
19
98
91

66
14

SLV
1D
32
43

8
8
8
43
43
43
43
63
64
64
64
65
683
68
68
68
56
56
58
55
9
9
37
a1
31
37
37
37
78
67
19
63
78
44
67
8
68
19
21
68
68
16
44
44
44
43
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SOLVENT
2-BUTANONE
N-BUTANOL

ME THANOL
METHANOL
METHANOL
N=RBUTANOL
N-RBUTANOL
N-BUTANOL
N-BUTANOL
1-PENTANOL
NITROBENYENE
NITROBENZENE
NITROBENZENE
CHLOROBENZENE
ANTL INE
ANILINE

ANIL INE
ANTLINE
2-PENTANONE
2-PENTANONE
3-PENTANONE
3-PENTANONE
NITROMETHANE
NITROME THANE
DIOXANE
DIOXANE
DIOXANE
DIOXANE
DIOXANE
DIOXANE
CYCLOHEXANOL
PHENOL
ETHANOL
1-PENTANOL
CYCLOHEXANOL
PYRIDINE
PHENOL
METHANOL
ANILINE
ETHANOL
ACETYONE
ANILINE
ANJLINE
NITROETHANE
PYRIDINE
PYRIDINE
PYRIDINE
N-BUTANOL

TEMAP

373.
373.
373.
373.
373.
.20
373.
.20
.20
373.
- 373,
.20
.20
373.
373.
373.
373,
.20
373.
.30
374 .
374 .
.40
.40
374 .
374.
.50
.50
374.
374.
.80
.00
383.
383.
383.
384.
389.
385,
38%5.
386.
386.
.10
386.
I87.
388.
388,
.40
388.

373
373
3773
373

373

373

373

374
374

374
374

375
381

386

388

15
18
20
20
20

20

20
20

20
20
20
20

30

10
10

50
50

S0
50

19
20
20
70
00
20
20
10
70

10
20
40
40

80

GAMMA
INFINITY

M-a—-dtn—oa-aAIaruc:m-an>m<3C3-a-a—-a»»mcnn:m:uasmfohaaia-a—aa-a—am~4nau!wca-nm

. R4
.42
.99
.45
.20
.56
.12
.86
. B0
.72
.81
.46
.87
.13
.68
.06
.40
.32
.95
.30
.33
.08
.55
.00
.97
.51
.14
.08
.13
.52
.29
R
.00
.60
.59
.83
.30
.61
.88
.41
.2
.25
.92
.19
.26
.08
.18
.21

REF
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SLT

102

103

101
103
72
72
121
121
72
66
65
66
KR
43
80
72

19
21
103

101
104
103

61

SLV
1D
43
43
473
43
473
473
43
43
43
43
43
43
43
43
43
43
43
11
11
11
"
{9
36
68
67
65
19
32
32
67
67
67
78
65
65
65
65
65
65
65
65
63
63
67
25
28
28
25
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SOLVENT
N-BUTANOL
N-BUTANOCL
N~BUTANOL
N-BUTANOL
N-BUTANOL
N-BUTANOL.
N-BUTANOL
N-BUTANOL.
N-BUTANOL
N-BUTANOCL
N-BUTANOL
N-BUTANOL
N-BUTANOL
N-BUTANOL
N-BUTANOL
N--BUTANGCL
N-BUTANOL
ACETONITRILE
ACETON]ITRLLE
ACETONITRILE
ACETONITRILE
ETHANO!.

ETHYL ACETATE
ANILINE
PHENOL
CHLOROBENZENE
ETHANOL
2-BUTANONE
2-BUTANONE
PHENOL

PHENOL

PHENOL
CYCLOHEXANOL
CHLOROBENZENE
CHLOROBENZENE
CHLOROBENZENE
CHLOROBENZENE
CHLOROBENZENE
CHLOROBENZENE
CHLOROBENZENE
CHLOROBENZENE
1~-PENTANOL
1-PENTANOL
PHENOL
DIMETHYL FORMAMIDE
DIMETHYL FORMAMIOE
DIMETHYL FORMAM]DE
DIMETHYL FORMAMIDE

TEMP

389 .
390 .
380.
390.
390.
390,
.20
380,
390.
390.
3990,
390,
390.
.80
390.
390.
.00
3973,
393.
393,
3913,
393.
393.
3913,
393.
.00

390

390

391

402

4073.
403,
403.
403.
403.
403.
403.
404 .
404.
404 .
408 .
404 .
404.
404 .
404.

411
411

00
20
20
20
20
20

20
20
20
80
80
80

80
90

20
20
20
20
20
20
20
30

15
20
20
20
20
20
20
80
80
30
80
80
80
BO
90

.00
.00
424.
426.
426,
426.
426.

30
20
20
20
50

GAMMA
INFINITY
1.79
1,140
3.27
2.45
2.68
1.14
2. .R4
2.28
2.73
1.22
1.00
1.486
1.33
0.99
1.93
3.99
2.60
3.02
1.35
2.20
1.42
2.08%
1.42
1.08
0.31
0.89
5.60
2.25
3.6%
.40
.80
15
.60
A
.98
.53
.59
.33
.94
.19
.39
.04
.33
.36
.57
.82
.63
.80
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SLY
10
32
43
70
68

128
79

109
91

*

SLv
ID
687
78
8
T8
67
67
67
57

~-A105~-

SOLVENT
PHENOL
CYCLOHEXANOL
CYCLOWEXANOL
CYCLOHEXANOL
PHENOL
PHENOL
PHENOL
PHENOL

TEMP

429.
432.
433.
.20
455.
.00
455 .
455 .

434

455

These data are aextrapolated

00
00
BO

00

00
00

GAMMA
INFINITY

NSO =000

.33
.93
.12
.33
.42
.46
.76
.07

REF

(V)

£ % % X % % & %
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ERT Database Evaluation

Kevin Stephenson
13 April) 1988

An error analysis has been completed on the MOSCED equation
predictions (1) as seasuged againet three separate

oap.ria.ntnl data sets of v values. Rach successive data set
wis & subset of the previous data set with sone of the less
relisble values remcved. This snalysis was perforned for the
gurpeu of deteraining which of the data eets was must suitabls
or reparameterising the scidity/basicity tera of the NOSCED
equation, i.e. from which data set 4id WOSCED show the least
errer (sde Pigure 1). All of the data sets wers compiled on
Lotus 123 spreadsheets and the NOSCED eguation was evaluated with
foravlas in these worksheete.

The first data set exanined was one very similar to that used
by Gene Thosas in develeping the MOSCED equation. The databdase
contained 3341 records as Jpposed to the 3387 used by Themas(l).
The discrepancy lies in the fact that some inconsistensies in the
Thones database, which were presumed to be typographical errors,
were nhot inciuded. MNOGUED showed an average error of 11.708 when
with this dutadase, whieh differs froa the 9.1% sryreor

rted by Thomas. At the preesnt, the source of this

: ference has not been identified. Kand caleulations to dewdle
eh.tt the calculaticns of NOSCED have not revealed any mistakes,
nqﬂ the HOSCED p-rnnczosn :gpno: to be the same as those used by
« In sny ease, ie not oriticel -lm the
of this otulv—t- on the errors produced when
m s red to each date ut.
data set under consideration was a! the
tivlt dttt set ninus thees reconds which represen repolated
\ .. | moving the i polated vn:nnn it wee nuulctod that
- the & 2018tive te the neasured values weuld
increese. s database consisted of 1987 records and resulted
in sn average arror of 9.538, a large 1norovannnt over the
inttisl datebase.

The final databese considersd consisted of those rscords in
the second deta set which had been measured at 293-290"K. As
bafore, removing these data reduced the approxisations sade by
NOSCED and was expescted to provide greater accuracy. As
sxpected, thies database of 881 records resulted in an average
error of 9.24% - comparable to the second data set and again
better than the initial data set.

From these results it was concluded that the {irst data set
shauld not be used in the reparassterization since the 1la
degres of uncertainty in the extrapolated values resulted n a
significantly higher error on the part of NOSCED. It should be
noted here that aven this 11.70% error is almost as good as can
be sxpected since the measurad data is only accurate to
approxisately £108. The latter two data sets are quite sipilar in
the errors produced. It e difficult to differentiate betwesn
thea based only on this criteria, especially since the nvixcgo
errors produced are very close to the limits imposed by %he data.

£a

ﬁ
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Due to this, both will be utilised in the reparameterigation
process.

the attached figure (Pigu
;:m of NOSCED ‘

re 1) is a histogram of the relative
d with esch of the deta sats

. It can be sean that each asalysis ced & nearly
bt __gt::th:i:n. 443 Mu ah«: be noted thet the tmt Jou
St a ot gave & larger avel srror a
SN ted in seny nnzo greater than . This |
sttrivated to th Mﬁty ! irent in the mla &tn
of this data set.
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PERCENT OF DATA SET WITHIN RANGE
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program mscdftvx
(94

CETTRRERRKSANARES AR RRA RS ERP AN EARA I ECBR A RN F SRS EEBRG R A VR RR AN v N
©

[ this program is used to fit mosced evquation parameters o

G imsl coutine zxmwt on tha aschool ot chenical sgience’

€.

G vhis program modifies the acidity/basicity teram In mos

3 incorporaring the kamlet-tatt alpha/bera dat, base
@

¢ with the modification of the acidity/Lasicity term, the

« coefticients of all the other terms in mosced must bo

c rafit. therefore, this program is a multiparameter ‘it
[

o

¢ daveloped Lby: wayne j. howel)

u mocditied by: kevin m., stephaenson

G

C yarsion: 2.00

¢ date: 20 Apr 19ARB

C
Ctttxtttta*tt#t##ttttttttttmttuttt::tn#tmttatntt:ata#tu‘#tttta‘tt*tttﬁt
C
«
CEEERENNEBERERN RIS EE RN ERB A AR RS R F AR EXA S RN N K E IR AP RN A I RB ARG ERREE K AR
¢ declare eaxternal subroutine used in imse)
CREEFRBAAKEE I ERAARARR SR SR RN KRR R P ERR IR EN AR LR RA SRR A TR RA R E SRR KRN
¢
cxtornal mscdfit
«
(XXM ERRRRERRREERE SR ERR AR ARSI AR N AR AN E S IR TR A RN A S ERT XN R ARG NN
¢ declare variables used in imsli
SERRRERERE AR EESEERR RN ERRN AR XX AR ALY XS AR RN E AR ER RN AR AR AR AR R KRN
[
double precision g,t,dats,ri, v, q,ekt, bkt ,x(?0),gamcic,
1 lamdal, lamda?2,vau! . tau?,a!,u?,
2 b1,b2,d12,psi1, xi}

double precision work(1500), lower, upparn
-
CREFEXRREEERSUREBRRLRAXEREREAEBEAE NS SR EIRE AR AR AR EEAREE R E R AR E A KR LT O A&
¢ defina variables
TP PITTIIR LTI TR R LA T R 2L L3 PR PP T T T DY PP e ppepper e T T T
LN

integer nper,ndata,nsrch,nt, fwork{?20), ier

common ndatae
common gamclc(500)

common /Jcount/npar




-At1o.

{.
_ waERENE
QCttk!#t#***‘#litllll'tt‘ttt#tttl#“t"t*‘*“""*.“.""11"“
¢ call imsl: sxmwd tn datermine x(1), x(2), x(3) s F L Ll
U‘"*****#t#tt-t:ntncttm:vatttc-sg‘ttttt*am;gnas:ttmtnt#l**‘**’
(

wirite{*, *) ‘npar =', npar

wt ite(® %5 ‘nedata =',ndata

writeo(?,®) 'nsrch = nsrch

writel(> *)

Gall sxmwd{mscdfit, npar, rsig, lower upper,nsrch,

1 x,qg,work,iwork, ier)
¢

wrrite(d, ®)' F¥XKAE finighed img! WEEIEx
¢
u““***‘!***#ttttttatt#lttt#t;acattttwc:::taa.:atait
¢ et parameters trom imsl: zxemwd for output
CXIUPAEADBRR RGP I AR B RARR G E AR UL R IR AR N EAE IR R TS
¢

#ttvtattnut*an#ttl

###.ltl‘tt‘ﬂ*tt!lltlt

iarm = jer
u .
ﬂ"*"****"##*!‘ilttitl¢ttt#tttt*#ttt*ttltlttttnt#t#tlt#l‘tttlitt.‘ll‘

¢ call output subroutine - ';
ctwis:*c::t:--:naan:w#t:ttt:c:*ttcatttatttt:at:*a#:tttnu-i#*'**'*""

’
L

tall output(solute,solvent nams)
.-
cv-:a-:antx*t*ta:xttmc:t*ttwttt#tnt:t:#ittﬂtttcttl‘

¢ end of main program =
n#l*t*i!ltIl!l**#lttaﬁt#t'*tttttIt*t*tltt't###t‘t!*“****“"‘.**.““

!‘ﬁt*#*“l‘tﬂ‘ll‘l‘*

¢
st op
ehd

o
CRETEREBAS SRR AR ERAEER RS REEE AR SR B RS ERRAR SR
ct*utttl‘*lU##ttiRR#J*t*tt*#tttt:tt*ltttttC#Qt.ttﬁi*tt*ttﬂt*t
¢ subroutine section

ot #ttt*#‘al#ttvt#‘l#tttttttt*anttttt#lttt*‘ttt‘t#**
c* :*#tvutt::*#*t»tti!aut*t**atttt:tat:;ttttttta#ttautttttas
©

C

¢

It*&?‘t#ﬁ‘ﬁ“#““l!*l.
EARREEBRER

*#*t*l‘ﬁ‘*‘*“l“‘l‘
‘#*‘#tt.*#*t

4
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<

c‘t**t*'l*#'#i.’t’#'l'#"t"l**tttttt‘*l#t‘"\I'i‘ﬁl#"l‘tq*.i"'t'.llt*tt#‘.#

fnput subroutine: rdat _
c**"“**“"""*"*‘.*****#“*‘#‘!*“ LR R BE S IR q*."“"‘ ‘.‘.“'.*-‘““‘

[ 4

C

C

c

(o]

~ATY13.

subroutine ridat{solute,soilvent name)

double preci=<ion r,dafﬂ,ri,v,q,ﬂkt,bkt,A(?U)'Jam”Il,
1 tower ,upner

integer npar , ndats

common ndata
common gamaic(500)

common/count /npar

common/ident/{1u(50G), iv(500),id(500)
common/gamma/t (500) . data(500)
common/prop/ri(500),v{(500),q(500)
common/ke /akt (500),bkt (500)
common/enums/igrp(500),igtp(300), inum(500)
common/ims 11/ x, . narch
common/ims12/Yowar (20) ,upper(20)

character * 27 solute(500),soivent(500),ane(00)

cHRRRRE rand in initial values for parameters: x(i) $ex*=¢

15

do 1000 1 = 1,20

read(8,15) lower (1)
write(11,15)lower (1)
read{(9, 15)upper (i)
write(12,15)upper(i)

i${Yower (1) .eq. 999. .or. uppec(i) eq. 9998 jyu to 55

writa(*,*) lower{i),upperii)
npar s i

formar($9.5)
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¢
1000 continue

¢

cresRAR pLaad in gamma data trom gamma . dat FeEEER

55 continue

I3
wirite(*,*)
© 1,500
do 100 {ia = » _ ,d ¢ 3
read(2,10) 1u(1a).so1utc(1A).1V(fa)-SO‘VQ“t(ia?st{z?:) ;a::(?i)
write(s,10) fU(ia).soluto(ia),iv(ia).so1vant(‘“ . '
j 4
1f¢iu(ia) -eq. 998 .and. Tv(ia) .ea. 999) go O 50
¢
ndata = 18
¢
100 continuo
«
{0 format(i3,1n,623,1x,13,1x,a25,1x,fG.2.3x.f6.2)
c

50 continue
o
c*ns% pgad in physical properties snd other data from propty.dat ®txs

go 110 1 = 1,144
read(1,20) r1(1),v(1),aq(1),akt (1), bkt (1), igrp(l),i9tp(1),

1 tnum{1),1d(1) ,name( )
[ &4
write(5,20) ri(3).v(1),q(1),akt(1),bke(1), igrp(1),igtp(}),
! fnum(1),1d(1) ., name(1)
L
190 continue
"
20 format (5.3, 1x,¢5.1,1%, 5.2, 1%, #5 2,1x,$5.2,2x,12,2x,13,
1 2x%,13,1x,13,1x,228)
G
RETURN
END
«

C

G‘ttl!#ttttlttttt#tttatttt‘tnttt-ttta:ttcatttt#tt#tl*ta!t#tta*taauu‘nua
¢ imsl: zxssq external subroutine: ﬁscdfit
c#ttttt*ttttv**#tt‘ltl#ﬂt#‘ﬁtt*#**tt##“#‘#t!t‘#***aa.#**tttattt..tqg‘.
¢

-~
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subroutine mscdfic(npar,n,g)

coubla precision g, Ingam2,t,data,ri,v,a,akt,bkt,gamcic,
Tamdat, lamda2 , taul,tau?,ul, a2, bt, Tower,
2,412, psi1, xi1,x(20),ri1,rri2,v1,v2,41,02,
aktt,akt2,bkt1 , bkt?2,trat, tautt,taut,alt a2,
hbit b2t ,aa,pol,terml,torm?2,taermd, sum,arr.qg,
upper

integer npar,ndata

common ndata
common gamclic(500)

common/ident/1u(500), iv(500), 1d(500)
common/gamma/t(500),data(500)
common/prop/r1(500),v(500),q(500)
common/kt /akt (500),bke(%500)
common/cnums/igrp(500), igep(500), Inum(500)
common/mscd/lamda1(500), Yamda2(500),taul{500),tau2{500),
] 41(500),82(508),b1(500),b2(500),

2 d12(500),p341(500),x31(500)
common/ims12/1ower(20) ,upper(20)

charactor * 27 solute{500),so0lvent(500),name{500)
g =0.0
G
€
rn ERRREE b.g{n ims | ']oop t 2 3 2 3 3
£
write{*,*) »x(1),x(2)
c
do 100 ic = 1, ndata

sHRVAN @l pPropertiog BXENXE

G o

igv = fu(ie)
isv = iv(ic)

G

ri{isu)
ri{igv)

¥

r{2
rit

%

v2 s v(isu)
vl = v(iav)

q2 = q{isu)
gl @ q("‘\‘)




'”wu*: an®

aaa

an s an

~A116-

akt?2 = akt(isu)
Akt ykt{iav)

Lkt ? hikt(isu)
bkt1 = hkt(isv)

sxxee¥ doaterming paramaeteors at 293K xassan

lamda2(ic) = x(1)*((r12%%2 - 1.)/(r42%%2 + 2.))
lamdat(ic) = »x(1)*((r11%%2 = 1.)/(r11%%2 « 2.))

rau?(ic) = x(3)%(8.5/(3.5 + inum(isu)))*(1. + Tnum(isu)/100.)
taul(ie) = x(3I)*(4.5/(3.5 + inum(isv)))*{1. + inum(isv)/100,)

a2(fc) = »(4)%akt?2/v2
at{ic) < x(4)*akt1/v2

b2{ic)
bi(ic)

x{5)*bkt2/v2
x(3)*bkt1/v2

| I

sesass rgtgrming parameters at temperature of oxpt] dats s*eese
trat = 293.0/¢(4c)

tau2t = tau2(ic)®*trat®*»} 4
taulr = tault(ic)*ecrac*®) 4

a2t = a2(4c)*trat**g A
alt = al({ic)*trat®sg @
b2t « H2(4c)*trat®*p. 8
bit = bi(ic)*trat®®0. 8

ERREER rigtermine uombinatorial torm RERERE

aa « x(2J)
aa v x{06) ~ x(71)*(tau2c**2 + 42t*b2t)

d12(ic) = sa®dlog(v2/v1) + 1. « (v2/vi)**aa
SEREXN Jetermine asymm.tvy termg *EsRE%

POl u qi%sge(x(R) - x(9)*duxp(-1.%x(10)%*tautt®*3)) + 1,

pril{ic) « pol + x(11)%att*bit
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AR N N T TS LTSI P
¢ (=1 . *x(15))))}**(trat¥"2)
2 bl A najcu1ate gamma-inf using mosced equation FeEess
© terml o« {(Tamdat(ic) - lamda2(ic))**?
z term2 = (Q1%qQ2*(tault - tau2t))**2/psit(ic)
2 term3 = (81t ~ &2¢)*(bit - HhH2t)/x11(ic)
§ sum = termt + term2 + term)
c Ingam2 = v2%term1/(1.987%¢t(ic)) ¢+ d12(fc)
e Tngam2 = v2®sum/(1.987*%¢c(ic)) + di2(ie)
: ssxx22 dafine object ive function ¥eeess
i gamclc(ic) = dexp(lngam?)
errsq = (gamclic(ic) -~ dava(fc))**?
¢ g = g + urrsq
2 28228% und ims) loop S¥EEes
c

13N continue

-
[

L 2

c *RBEs ang of subroutine mscdf it ¥xexss
¢ .

RETURN

END

nadoe

‘.""‘*‘t#"“"."‘#““““'ttt'!ttlltt‘#‘#I##‘#l“#“.ttl't#“‘t.:

¢ subroutine ocutput
c.:*if&ittlit‘QCGOQOOOQltttatazca:atta:aattc.:aaatactnauttnttna.tnuuata
c

subrcutino output (solute,solvent ,name)

¢

double precision t,data,ri,v,q,akt, bkt, 1(20) lamcial, Tamda?2,

| tau! tauz.e1 a2,bt, b?,d12,pait xi1,
? ?oncin vrror(BOO) totersr, avgerse, maxnrp,minarr,
3 ounr.uppc;
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integer ndats

common ndata
common gamclc(500)

common/ident/iu(500), 1v(500), id(500)
common/gamma/t (500) ,data(500)
common/prop/ri(500),v(5080),q(500)
common/kt/ake (500), bkt ($00)
common/cnums/ igrp{500), 1gep(500), inum(500)
common/imsli/x nsrch

common/ime 12/lower(20),upper(20)
common/mecd/Temdat(500), lamda2(500),taut(500),tau2(500),

1 81(500),82(500),b1(500),b2(500),
2 d12(500),psi1(%500),x11{500)
e
character * 27 solute(500),s0lvent{(500), nema(»08)
e

caaattmttattu:ttnttattnttttttmttm#tnsﬂt#ﬁ#t:#g»t*ttvtut#ttihit-atnatttt

¢ calculate psrcent error o o .
cma:ttttult*utautaut-tstm:stttmttttl‘tttl#!tiittiitttttttt!!htttttttt#t

(& '
maxerr = 0
ninerr s 0

totere s 0

do 1000 i -~ 1,ndeta

error(i) « ((debs(data(i) -~ gamglc(i)))/data{i))*100

goterr = toterr + errar(i)

it (error(i).gt.saxerr) maxerr s error(i)

if (i.eq.1) minerr = srror{i)

i1f (wrror(i).lt.minerr) minerr = arror(i)
t
1000 continue
(&

svgerr s toterr/ndata
c x
ct!tlll*"l‘ltlt#!lt‘ﬂt!ﬂ'.""*t#*ltti#‘#‘ﬂt‘#ttt!*tt!tmn;t;‘.t.“q"‘
¢ print results N
CEERRNSSSSURERRHARRRBRRSEERFAAREE SRV SRS N RN SAEA S GAR ST LA LSRN RABSFERDRA S
C _ _
csusRs% onrgate solute and solvent idantification tekie ¥iseex
[

do 2000 1 = 1,ndeta

writa(3,10) fu(i),saluce(i),iv(1),solvent({)
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10 Format{i3,1x,a27,1x, i3, 1%,427)
2000 continue
cemmsExchack MOSCED paramaters used by [MSL¥esxsstas
[ ¥
' do 3000 1-1, 144 | |
write(10,195) r!i v(1).aq( 1), eke( 1) ke (1), fgrn()),
v 1g in),inum(‘).‘d(1).nan~(l)

14 fuvmot(fS.ﬁ.f!.fS.1,1&,?5.?51X.f5-2.1!,75.2,21.i?,2x,13,
L 2x, 13, 1,83, 1x,482%)

IQUDU vont {nue

AHFERY ing | cehvebgEnce criteris $S4%es

~

Write(s,30)

MM bgrmet(’ *EEERE {ng] convergence $ReeeR 0 /)
t .
wreitylh, 40} tern
40 formatl’ [MSL IER :',i3)

I

-é#t*'*‘ writg mosced parameters valuyos fit with {msg | TRTBWMX

1{.
write(d4,680)
a0 format(' YESERR napamuter values Sesexs ' /)

write{s,90)x(1) . ivwer (1) upper(l) .
80  termat('x(1) :'.gl1%.%9,' lower(l) :',g15.5," uppar(t) :'.Q15.3%)
wreite{s,110)%(2)

1 10 forwme (' x(2) :',915.%)
writold, 120)x(3)

120 forest ('’ #(3) + ,g15.5)
writm{d, 139 )x(4)

170 foreac(’ A(4) -*,g15.%)
wi-ireld, 1483 )x(%)

) ) Fexrmnt (' x{(5) - ,91%.%)
we redd, 150 o6 )

138 tereasx(’ A(6) - ,g¥n.h)
wi 1ok, W0 )x(7)

180  Yewwmn{’ x(T) - ',1%.9)
wrtnds, 1T M{®)

170 reeemel ' x(8) :*,g15.8)
wrivalid, 150)nl9)

198 Formeud’ (W) . gt5.5)
writols, Y99)x(10)




~h?1 0=

190 formet ("’ x(10) :,q13.5)
write(d4,200)x(11)
200 tformat (" A1V 2, gth b))
write(d,210)x(12)
210 format ('’ £(12) ', gih )
write(4,220)x(113) )
220 format (’ Yty Lyt
write(8,230)x(148) ]
730 fFormar(’ ~(14) ST D
writuld, 2A4G) 0 (1) ]
240 tarmat(’ LY -"uiﬁ.b.///)
¢
intd(‘,bgg)
writa(4,788) avgarr maxerr. ginaect

860 format(’ AVERAGE LRROR MAX EWWOR WiN ERROR')
700  format(10x,#7.3,8x,¢7.%,9% ¢v.3,///)

C

ceeeARY L ive gamme data and AEIcant croror ¢F8FES

¢
do 360 i = 1,ndata mn (1)
writu(a,620) 1u(f),iv{1).data(i),gamr:c(ig.eff=- !
20 Format(ig,zx,11,5n,f6.?,5u,fn.?,ux,fa.z,bn)
: 300 continue
Wﬂ‘,n.-&)[ c
' e REN Y ﬂl""tﬂ m‘we.d par‘aﬂ‘oﬂt&““ va ‘”p;-‘ I3 E 2 3 3 )
[ &4
do 400 i = 1, ncate o P
vvite(?.ﬁﬁﬁ)iu(i).snlute(i).'(F).'Hmﬁdf(')"euy(')“’(')'
! akt(iu(i)).h’(*)-hkt(*U(f)) caut(1).a1(5)
wPitQ(?,Bue)iv(i),ﬁa!vmnt(ii.*(*):i#ﬂdal(‘>- ' .
t ‘*t({v(i}).bi(i),hht(iv(i)}
“ . v, 7 5 .
580 fnrmnt(iﬂ.?u.027-zxo*a-?-”»f%'3'2“"’ 3,2%,£5.3,2x, ¢85, 3,
! 2u, 993, 2%, $5.3)

anny aont fnue

. : %
TEAEen and of subrout ine ot put et

E =N

rEgtarn
whd
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Mae 1007 The DESL Libeury SCLRP-2.10.1

IMSL, (Inaantionel Mothomotionl & Statistical Libeosies) is an axtensive coflisation of mathe-
niiosl and stotiotical subsoutines written in roRtRAN. 1 is ceguaiesd inte the hllowing sections:
o Asulysls of Yosisace
o Busle Statiotios
o Cobgmalond Dota Asalysis

b fhe dinn 6). o nd & sontinn to A & pastienies ased, it I bast 1o exnmine the
40% S0 _

To aae 008 In Jour peugoam you mest LINK the Sheary olth yout pragram. Add , INOL/LID

ot ,SULEAIS to $he liet of chjoet mudules boing Nabed if you want the siagle prosisien Bhouty.
Add ,SNLB/L38 to Bak ia the double precision Wbeaey.




"'c"l ?2“"
IMSL ROUTINE NAME - ZXMND
PURPOSE - GLOBAL MINIMUM (WITH CONSTRAINTS) OF A
FUNCTION OF N VARIABLES
USAGE - CALL ZXMND(FCM,N,NSIG,A,B,NSRCH,X,F WORK,
INORK, IER)

,IBD SUBROUTING WHICH CALCULATES
' 1 K(i).. e o XN},
WCED AS FOLLOWS
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REMARKS WHEN IER IS RETURNED AS 130 OR 131, THE PARAMETER
BSTIMATES IN X MAY NOT 8E RELIABLE. FURTHER CHRECKING
SHOULD BE PERFORNED. USE OF A LARGEZR NSRCH VALUE MAY
PRODUCE MORE RELIABLE PARAMETER ESTIMATES.

Algorithm
The constrained minimization problem is equivalent to
T:nm:o) 4 (a,ﬂhr-al)su’tl. oo .aaﬂbn-nu) stn’tn)
tT s N v '
1°°*"n

vhare the t; are now unconstrained. With this transformation, in
fact, sach sible global ainimum, including any on the boundarxy, is
uuhum'::u a 13:.1 mininum, iag any
mmuauumm«muuma sm«mau

.. mm Mﬂm ct e five
mm«mtnumuumgmxmm
incressed, the probability that this point is really the

is mmm
sSeoe refersnces:

. N mu.a..-nmmuwumm inisation methods,
o~ m'm use of transformations in mm?m !

Joyrnal (9) 1m. §1-77.

o! |
The sinimum of .‘.(ul.x,.a:.x‘.:,)-u,_oxgugmiug is desired ia the
hyper ~rectangle -1¢x,<0 |




PCHiN, X, F)

0
PoX{I) 042

.-
DO 10 I=1,N

P =

4.8
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werssr {ms) convergence wiidie

IMSL IER : 0
—eEuae parcutor values ¥saaw
(1) : 18.8%9 Towsr(1) : 0.00000E+00 upper(1) : 35.000
x{1) : 0.25928 Yower(1) : 0.00000€+400 upoar(1) : 10.000
o wlY) s 0. “000&00-
x{4) 0. 00900!000
x{8) : 0.08000£+00
x(8) 0.006008+00
x(?) : 0.00000€+00
x(8) : 3 m’“-
x(8) :
x(18) :
u(1%)
x{12) +
. ‘ . x(13)
o . : x(i4) 8. MM!*OO
=L x(18) 0.000008+00
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109 133 0.99 0.93 5.7
109 142 0.69 0.75 .04
12 80 1.09 1.08 4.97
72 80 1.09 1.03 $.17
72 80 1.07 1.03 3.82
72 80 1.06 1.03 2.82
42 128 .99 0.87 2.48
47 126 0.87 0.88% 2.07
81 128 0.97 6.97 6.48
.2 126 0.9  0.88  0.91
12 126 0.94  0.90  &.31
% 128 0.93 0.8 2.32
80 128 0.97 0.98  0.%8
81 111 0.9 - 0.%7 0.58
82 126 0.98 0.97  0.97
" 196 0.9  0.9%  0.02
8 128 0.99 0.08 ‘.78
L L 128 0.92 0.94 2.01
8 126 0.9  0.9%  0.86 - )
a0 133 Q.80 g.89 11.79 ' :

30 133 0.42 0.93  13.88
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0.93

0.9%

0.72

.88




138
138
138
138
138
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e %

S HIEFE
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0.67
0.6R8
0.87
0.68
0.54
.67

0.687

g.70
0.70
0.72
0.7%
0.89
0.89
0.72
0.72
.74
.89
G.4%6
.82

- 9.62

0.47
0.5%0
0.61
0.84
0.%0
0.83
0.88

“A130-

6.70
0.70
G.569
0.69

0.60

0.7
0.72
0.72
6.7%
0.7
0.7
8.71
0.7
0.71
0.72
0.7
0.74
0.45
v.61
0.62
6.50
0.%2
0.63
0.6%
0.5%
0.88
0.69

3.83
3. 13
2.92
1.8)

11.37
5.28
7.83
2.47
1.88
i 42
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