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Summsry of Mrasured. Calculated and Recommended Ing K, Volucy

Chemical CAS g K, Method Reference/Cumments
acenapthene 63-32-9 392 shake Nusk Banerjee ct sl (1580)
gr.3z "7 392 gen. col Miller et o1 (1985)
acerey et .49 RP-HPLC Veith et a1 (1980)
433 RP-HPLC Chin ot 8l (1986)
425 average all values
. CLOGP (Venion 3.4 unicss otherwise noted)
4.01 SPARC
392 recommcnd " uversgs gen. col, shake flask
scefone £7-64-1 0.24 shake Nlasi? Medcham (1985) as cited i Howard
(1991)
s 0.21 CLOGP
424 SPARC
424 recommend
scetonitrile 75-05-3 034 shakz flask Hanxch & Anderson (1967)
0.9 CLOGP
0.38 SPARC
0434 recommend
scetopbenone 98-86-2 | I 7] shalos flask Chapenan ot al (1972) ns cited ia Hansch
- & Leo (2979)
L63 shakas flask Hoblmes ct 8K(1976) w3 cited ip Hansch &
Leo (1979)
1.58 shake fNask Briges (1981s)
1.58 shake finsk Fujita et ol (1969)
1.87 RP-HPLC.E Minnick ot ol (1988)
1.72 RP-HPLC Radsforth (1986)
LN RP-HPLC Honai et al (1981) (average 8 values,
different % sovtonitrils)
1.68 RP-HPLC Gsrst & Wilson (1983)
, 1.64 RP-HPLC Hsky & Young (1984)
1.5¢ RP-HPLC McDuftic (1931)
1.56 RP-HPLC Miyske & Terada (1982)
1.64 aversge sverage of 11 values
1.58 CLOGP
1.58 SPARC
163 recommend average of 1] velues,
acrolein ' 107-02.8 290 - shake Nask Vaith #t al (1980)
-0.01 Medchem
0.16 CLOGP
0.04 SPARC
4.0 ‘recommend acrolein will partially hydrute; 0.04 b
unhydrated species.
acrylamide 79-08-1 Q.67 shake Nask Medchem (1985) as cited in Howard
’ : (1989)
<124 RP-HPLC Fujisaws & Musubara (1981)
0.6} CcLOGP
-1.10 SPARC for parcent species; compound bydrelyzes
£0.96 recommend aversge mensored value
" acrylonitrile 107-13-1 1.20 shake fask Veith ot 2l (1980)
0.92 shake flask Coltander (1951) as cited In Hanxch &
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Sumunary of Measurcd, Calculated snd Recormmended log K, Values

Chemical CAS g K, Method RehnndComnm_u
Leo(1979)
0.25 shaks flask Medcherm (1985) as cited io Howard
(1989)
0.29 CLOGP
0.27 SPARC for pareat specics; compound
photoaxidizes is weter.
0n.2s recommend messuremea s inconclusive
»ldrin 309-08-2 6.50 slow stir DeBruijn ct al (1989)
s shale flask EDington & Stancil (1988)
7.40 RP-TLC Brigps (1981b)
750 RP-TLC Lord et vl (1990)
s11 shubs flask Ellington & Stancil (1989)
541 CLOGP
6.49 SPARC
c58 recomymend mesyurement by preferred method.
ally! chioride 107-05-1 145 _ HWIR *literstore value”
1.5) CLOGP ’
1.60 SPARC
L4S recommend
aniline 62-83-3 0.94 shw stir Brooks et el (1990)
0.94 slow 3tir DeBruijn ct ul (1989)
1.88 shals flask OECUOVEEC as cited in Harnisch ot al
1263)
298 shake NMesk Tichy (1974)
0.93 shake flask Rakker (1977) as cited ia Konemann et »l
(1979)
.99 shake flask Fujita et sl (1964)
090 shaks flask Shulx et ul (1970) as cited in Hanch &
Lew (1979)
0.89 shaks flask Umeyams et 8l (1971) as cited in Hansch
& Leo (1979)
outller 134 RP-HPLC-L Raruisch ot al (1983) (slkyl bensenes)
entiler 1.27 RP-HPLC-E Harnisch et sl (1963) (reference
' substunces)
outlier 124 RP-HPLC-B Hafkenschield & Tomlinsoa (1983)
6.% RP-HPLC-R Hammers et sl (1582)
LO8 RP-HPLC Hanai et 8] (1981) (20% sceronierile)
L.68 RP-HPLC Eadsforth (1986) (compound groups)
0.96 RP-HPLC Garms & Wikon (1984)
054 R-HPLC Haky & Young (1984)
0.91 RP-HPLC Kosemana ct sl (1979)
490 RP-HPLC Mrrices ¢t ul (1976)
outlicr .31 RP-HPLC Eadsfoerth (1986) (all compounds)
outlier .78 RP-HPLC KCein ot al (1988)
outtler 0.88 k4 Yobkots {(1988) s cited in Saito ct u)
(19939)
093 sverage st 21 valun
.92 CLOGP
.00 SPARC pK, 4.7€ (all pK, veiues cakulated by
SPARC)
098 recommend
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Summary of Measurcd, Calculated snd Recommended log K., Values

Chemicsl CAS g K, Method Refercnce/Comments
anthracene 126-12-7 453 peh cob Miller «t sl (1988)
453 shaks flask Karicidholl ot 2l (1979)
4.50 " RP-HPLC-E Tomlinsos & Hafksnschield (1983)
.48 RP-HPLC-K Halkenschield & Tomlinson (19%3)
4.48 shaks (ask Medchem
4.59 RP-HPLC-E Hummers ct ol (1982)
4.5 RP-HPLC DeKock & Lord (1937)
.69 RP-HPLC Eadsforth (1986) (compoand groups)
463 RP-HPLC Waog et ol (1986)
43 RP-HPLC McDuffle (1981)
4.51 RP-BPLC Rudsforth (1986) (sl compounds)
1.45 RP-HPLC Rapaport & Lisenrvich (1964)
444 RP-HPLC Hanai et al (1981) (50% acetonitrik)
outlier 345 RP-HPLC Veith ef af (19793)
.49 CLOGP
453 SPARC
488 recommend average of frst 13 velues.
benzene 71-43-2 119 slow stir DeBruijn ot 8l (1989)
13 gen col. Miller ct af (1984)
18 shahs Mask Honsch & Leo (1979)
218 shale flask Ticby (1974)
214 sbhake Nask Rekdeer (1977) as cited in Kopemann et al
(19579)
213 shake Nask Fujita et al (1964)
211 shake flask Karickhoff «t 2l (1979)
210 shake flask Plstford (1983) a3 cited in Mackay ct al
1992)
212 shake flask Baaerjos ot 2l (1980)
11 RP-HPLC-E Harnisch of 2] (1923)
222 RP-HPLC-E Halkeoschield & Tomlinson (1983)
2.20 RP-MPLC-L Haguners et 2l (1982)
218 RP-HPLC-E Garst (1984)
2.13 RP-HPLC-X Harnisch ot al (1983)
2.06 RP-HPLC-E Gant(1983) -
201 RP-HPLC-E Gurst (1984)
193 RP-HPLC-R Garst (1984)
2.50 RP-RPLC Douchetre & Andren (1988)
248 RP-HPLC Eadsforth (1986)
248 RP-HPLC Swanb et »l (1983)
243 RP-HPLC MceDufMe (1981)
13 RP-HPLC Veith et ol (19792)
2.34 RP-HPLC Kosemnon ¢1 2] 1979)
133 RP-HPLC Chia et al (1568)
238 RP-HPFLC Haky & Young (1984)
236 RP-HPLC De Kock & Lord (1937)
235 RP-HPLC Rapaport & Eisearvich (1984)
218 RP-HPLC Miyaks & Terada (1982)
213 RP-HPLC Veith et ol (1980)
am RP-HPLC Hunnj ot al (198)) (20% sacetonitrile)
1.93 RP-HPLC Koopmans & Rekker (1959)
183 RP-HPLC Esdsiorth (1936)
21 aversge ol 33 valves
2.13 sverape 10 slow stir, pen. col, shaks fiask value)
212 sverape 8 RP-HPLC-E values
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Summary of Measured, Calculnted snd Recommended log K, Values

Chemica) CAS - log K, Method Reference/Cormments
226 average 1S RP-HPLC values
214 CLOGP
2.1 SPARC
2.13 recommsend sverage 18 slow stir, gen. col, shake Naslc
RP-HPLC-R values
benzidine 92378 134 shakx flask Kopemann (1971) as cited in Hansch &
Leo (1979)
1.66 shake flask Mears (1980)
1.58 CLOGP
1.70 SPARC pK, 4.63: all pK valucs estimated by
SPARC
1.66 recommend )
beozo(s)anthracene $6-38-3 57 shake flask Madcham
561 shake flask Steen & Karickhol¥ (1979)
£7 RP-HPLC " Wang et s} (1986)
outhier 4.00 RP-HPLC-E Brooks ot ) (1986)
outlier $.00 RP-HPLC Brooks et 2l {(1986)
_ 5.66 CLOGP
5.67 SPARC
iTe recommead sverage shake Nask value
benzm(b)woranthene 205-99-2 8.79 RP-HPLC Waeng st a] (1986)
.40 (secondary) Bsyoas ¢t 8l (1991)
6.12 cLoGP
€27 - SPARC
620 recommend po reliabie mcasurement; sverage of
SPARC and CLOCP: abo, for poe's, the
catacondensed CH, unit geaerally
contributes approzimacely 1.1 Jog units to
tog K_.; for this compound kg K. » log
K. (Merunthene)+ Ll or 812+ 1.1 =
€23
benzo(K)flvoranthene 207085 612 . CLOGP
6.27 SPARC
€20 recommend averuge of SPARC wod CLOGP; the
estimation slgorithm for the previous
compound applies here absa.
benaoic acid 65-35-0 1.97 shake flask Fujits ot al (1964)
.82 shake flask Deardea & Bresnen (1988) (pH 3 buffer
4)
1.81 shake Nusk Hansch ot al (1973)
outlier 2a3 shaks Nask Lu & Metcalf (1975)
outlier 133 RP-HPLC-R Hsfieenschield & Tomlinson (1983)
outlier 218 RP-HPLC Garst & Wilsoa (1984)
.1.88 RP-HPLC Miyaks & Terada (1982)
1.87 RP-HPLC Haky & Young (1984)
1.36 sverage sli 8 vulues
. 1.87 CLOGP
.87 SPARC pK, 3.97

1.86 recomnmand svarags of § values
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Summary of Measured, Calculuted und Recommended lop K, Values

Chemical CAS lop K, Method Reference/Commenn
benzo(hi)perylene 191-24-2 X x] shake flask Madchem
6.63 RP-HPLC Wang et al (1986)
7.08 RP-HPLC Rapaport & Eisenrich (1984)
6358 CLOGP :
6.75 SPARC
6.70 recommend sverupe of shake fimak. RP-HPLC 1s 6.77;
sverage calcvlution b 6.67.
bhenzo(a)pyvene $0-31-8 598 gon col Miler et ul (1989)
634 shake flask Steen & KarickhefT(1579)
6.04 shakx flask Mbasdcherm »
6.00 shaks flask Mallon & Harrisaa (1984)
5959 shake Nask Mallon & Herrison (1984)
outller 642 RP-HAPLC Rsppaport & Eiscnruich (1934)
634 RP-HPLC Habal et 3K1581) (60% solvent vajues)
6.08 cakeulared Wang ot al (198€)
6.04 RP-HPLC Wang ot al (1986)
62 CLoGP
.19 SPARC
6.1 recosnmend sversge of 6 mcusured values.
nazyl aicobol 100-51-6 110 shake flask Briggs (19819)
oo .19 shake Nask Hansch & Leo (1979) (from uvopublished
work)
1.10 shake flask Pujica et al (1984)
outlier 0x7 shuks flnsk Takeds et ) (1971) as cited in Hansch &
Leo (1979)
1.15 RP-HPLC Haky & Young (1984)
1.06 RP-RPLC Eadslortd (1986)
1.03 RP-HPLC Hanei ct ut (1981) (aversge B values,
different % acetonitrile)
1.2 RP-HPLC-E Hammers et »l (1982)
.11 sverage svernge §-3, 5-8
1.10 cLoOGP
1.1 SPARC
111 recommnend
bis(2-chloroethyl) cther 111-44-4 1.29 shake fluvk? Moedchem (1985) u» cited in Howurd
(1991)
1.2 shake flask Veith et 2l (2980)
121 sverage average 2 vuiues
1.00 CLOG?
1.1 SPARC
1.3t recawmend
hengyl chloride 100-44-7 .30 shaks flask Kuribars et ol (1973) as cited in Hansch
Calpbe~chlorotoluent) & Loe (1979)
1.7 CLOG?
238 SPARC
30 recommend
““8%-chikrobopropyNether 39633329 258 HWIR “NHrerature™ value
dichlkroisopropyl sther Not Avsilsble NA cLocr
PR ] SPARC
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Summary of Messured, Calculated and Recommended log K, Values

Chemnical CAS log K, Method Refersnce/Comments
258 recormmend
bromodichloromethane 75274 209 calculated ASTER
1.58 caskulstad? Calishan ot al (1979)
210 ealcylated Mabey ot 2l (1982)
N/A CLOGP
214 SPARC
210 recommended
bromoform 75-258-2 237 calculated ASTER
238 caknisted Mabey et sl (1982)
2.3 calculated US EPA (1992): RREL Treatnbility Dsta
. Base
37 CLOGP
230 SPARC
3 reconumend
4-bramophenyl phenyl cther 101-553 824 CLOGP
499 SPARC
300 recamnmnend average cakcuistion is 5.06; for *snull’
organic campounds (voluwme <250
cc/maole) the fragment Br{aromstic)
contributes approximately 0.8 to bog

Kow: for this compound log K., -logbw’
(dipbenylether) + 08 or 4.2+ 0.8 50

bumenol(NOS) 089 shuks flask? Hanxch & Leo (1979) (from uapublbhed
work)
ass shake Nask? Hansch & Leo (1979) (from uspublizhed
worl) -
098 shake finsk? He et al (l,mudud in Hanch & Leo
(1979)
80 RP-HFLC Hanal et 31 (1981 (average 6 values,
dilfarent % acetoaitrile)
butapol, 1- 71-36-3 (1)1 RP-HPLC-E Haflkeaychicid & Tomlinsoa (1983)
(a-butyl alcohol) .79 peo. col Schantz & Martire (1987)
079 gen- col Tewari ot al (1982)
L 7.+ CLOGP
0.0 SPARC _
0.58 recommend sverage of 7 values.
bunsnol, 3- 78-92-2 06l shuke flask Hunsch & Anderson (1967)
sec-butyl slkohol) [ X ) CLOGP
.58 SPARC
asl recommend
Buty! berayl phthalare 8S-68-7 477 shake flask Gledhiill et 31 (1980)
) 4N shake flask Leyder & Boulanger (1983)
outlier 405 shule Mask . Yeith ¢t ul (1980)
4.78 RP-HPLC Veith st »l (1980)
o . RP-HPLC McDuiTle (1981)
197 RP-HPLC Howard ot al (1989)
3w ] Hirxy ot al (1978) as cited in Callaban ev

s1(1979)
484 CLOGP :
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Summary of Measurcd, Calculated and Recormmended log K, Values
Chemical CAS log K., Method Refersnce/Comments
5.02 SPARC
434 recommend sverage of wp two shaks flask values .
butyi-4.é-dinitropbenol, 2-sec 59-85-7 3.1¢ slow stir DeBruijn et al (1989)
(Dinascb) Y RP-HPLC Klein et 2l (1988)

3.78 CcLoGP

o4 SPARC

14 recommend preferved method.

earbazolc 86-74-8 in shaks NMask? Hansch & Lro (1979) (from unpubibhed
work)

3.7¢ shake Nask? Hansch & Leo (1979) (from unpublished
work)

3.29 shoke fask Rogers & Cammuarata (1969)

an RP-HPLC Eadslorth (1986)

as2 CcLOGP

%9 SPARC

3.5 recommend sverape shake flask

carben disulfide 75150 216 ? US EPA (1992); Verschueren (1983)

1.54 ? Verschyeren (1943)

N/A ~ CLOGP
2.16 SPARC
2.00 recomrnend sverage "Uterature’ values
carbon tetrachloride $6-23-8 27 shalon flask Banerjee et a1 (1980)

264 shake flask Lcoﬂul(l”l)udbdilNed)elll
(1974) _

1283 shake flask Hansch & Leo (1979) (from unpublished
work)

310 RP-HPLC-E Tomlinson & Hallenschicld (1986)

273 RP-HPLC-E Hafkenschisld & Tomlinson (1983)

294 RP.HPLC McDuill (2581)

2.0 RP-HPLC Eadsforth (1986)

in average 2] 7 messured values

288 CLOGP

273 SPARC

7 recommend average 3 shake flask RP-HPLC-L

chlordane 57149 .m “shuke flask Ellington and Stancil (1987) cis isomer.

641 shaks flask Ellingtop and Stancil (1987) irans komer.

6.00 RP-HPLC Velith ot al (1979h)

s.30 CLOGP

6.40 SPARC trans lsomcr.

632 recommend the commercial product is » mixture of
bomers; for any application desling with
the P or ranx tsomer, 6.40 should be
used.

<hloroanilioe, 4- 106-47-8 1.58 show stir DsBruijo <t 8 (1989)

1.83 shake flask Hebrwr et al (1988) as cited in Minnick et
21 (1987)

1.0 shuke flsak Hansch & Len (1979) (rom uppublished
work) T

1.81 shake flask Tichy (1974) -

202 RP-HPLOE Hammars et al (1982)

201 RP-HPLC-E Minpick st a) (1938)

1.8 RP-RPLC-R Hafkenschiclld & Tomlinson (1983)



‘§'rvo 340 JOJo

EPA CHEMISTRY

Q010-030

Ve AV 39 PR X
Sumynary of Measured, Calculated upd Recommended log K, Vilues
Chemical - CAS log K Mecthed Reference/Comments
1.8 RP-HPLC Garst & Wilson (1984)
1.87 RP-HPLC Koaemunn ot sl (1979)
1.91 cLoGr
1.88 SPARC - pK,4.00
1.88 recommend average Ist aipe values
chlorobenzene 108-99-7 2.90 slow stiy DeBruijn ot al (1989)
278 slow ir Brooks st sl (1990)
.34 sbake flusk Fujita et al (1964)
.98 gen ool Toewari et ol (1982)
.33 shaks flask Hansch ot al (1968)
outlicr 246 shalke flausk Tichy (1974)
.84 RP-HPLC-E Garst (1984)
183 RP-HPLC-E Hameners ot 2} (1982)
281 RP-HPLC-E Garm (1984)
.06 RP-AFLCL Toemlinson & Hafkenschield (1986)
379 RP-HPLC-E Haficenschield & Tomlinson (19%3)
279 RP-HPLC-E Carst (1989)
sutfier 379 RP-HPLC? Veith ot al (1979D) frum Call & Brook
(1977) (unpab.)?
300 RP-HPLC De Kock & Lord (1987)
294 RP-HPLC Miyske & Terads (1982)
99 RP-HPLC McDulTie (1981)
184 RP-HPLC Ksaemann ot 2l (1979)
284 RP-HPLC Mirvieas ot 81 (1975)
280 RMHPLC Haky & Young (1934)
279 RP-HPLC Hanal et 5l (1981) 30% sceboanitrile)
280 shake flask Voice ot al (1983)
286 average 19 values (measurements 1-5.7-12.13-20)
288 svVersge 6 RP-HPLC-E values
287 sverage 7 RP-RPLC values
236 cLoGP
230 SPARC
286 recommend averuge of 6 slow stir, shuks flask, gea.
col values
chiorobenziiste $10-15-6 386 RP-HPLC Saito et of (1993s)
436 CLOGP3 Howard (1991)
436 cLoCP
440 SPARC -
48 recommend
<chlore-1,3-butadiene, 2- 126-99-3 203 shake flask Madchem (1985) as cited in Howard
(1989)
113 SPARC )
208 . recommmend
chlorvdibromomethane 124-48-1 223 calculated ASTER
209 calculated Callshan et sl (1979) as cited in Suntio et
al (19%8)
224 caleulotnd Mabey ot al (1982)
223 CLOGP
213 SPARC
217 recommend average cakculand value
chloroform 61-663 1.9? shake Mgl Hansch et ] (1958)
1.94 shaka flask Hansch & Leo (1979) (from unpublisbed

work)
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Summary of Measured, Csiculatad and Recommended log K., Velues
Chemical CAS oK, Method Reference/Comments
214 RP-HPLC-E Tomlinson & Hafkenschield (1986)
- 1.90 shake flask Sanerjes a2 a) (1980)
1.87 RP-HPLC-E Hafkenschicld & Temlinson (1983)
outller 3.04 RP-HPLC Eadsforth (1988)
134 RP-HPLC Haky & Young (1984)
181 RP-HPLC McDuffle (1981)
1.94 average 3 shaks Nask values.
1.98 cLoGP
15 SPARC
1.92 recommend sverags 7 valiex
chlorophenol, 2- 95-57-8 2.19 shake flask? Hansch & Lao (1979) (from unpublished
work)
17 shaka flask? ' Machileid et 5l (1972) as cited in Hansch
& Leo (1979)
216 shale flask Benerjoe ot ol (1980)
218 shakr flask Fujien et 5l (1964)
212 sbake Dask Kovemspn & Makarove (1974) as cited
in Hanach & Lao
1 shake flask Swckdale & Selwyn (1971)
212 RP-HPLC-E Manumers ot o} (1982)
232 RP-HPLC Chia «t 3l (1986)
.99 RP-HPLC Eadsfort (1986)
outlier 1.56 RP-HPLC Radsiorth (1986)
outller 0.3 RP-HPLC Veith ot al (1980)
214 aversge 3 RP-HPLC, RP-HPLC-E values
(messurements 7.4.9)
215 sverage average fint 9 messursments
216 CLOGP
230 SPARC pK,3.21
218 recomwnend sverage 6 shuke flask vajues.
J-chlorophenyl phenyl ether 7085-72-3 4.08 messured? Branson (1977) as cited In Mucksy et o)
Q992)
09 CLOG?P
4.95 SPARC :
4.95 recommead 0o rellable measurement: the fragmont
: constant for Ci(aromatic) is
approximnstely 0.7, thus for this chemical,
log K., = log K., (dipbenyl sther) + 0.7 or
4.2+ 0.7=490.
chiorpyrifos 2921-89-2 18 slow stiy Stancil (1994)
27 slow stir DeBruijn et a1 (1989)
511 shake flask Chiou et s} (1977)
4.96 shake flask Sowman & Saas (1983)
4382 messured Nealy ¢t 21 (1974)
477 - RP-RPLC De Kock & Lord (1987)
4.73 RP-HPLC Saito ct sl (19938)
4.9 aversge (all values)
444 CLOGP R
s17 SPARC
$.26 recommend wvarage slow stir.
chrysoe 218-01-9 541 RP-HPLC Hanal et 21 (1981) (60% solvent)
879 RP-HPLC? Wang ct 3] (1986)
5.61 ? Radding et 3l (1376€) »3 citad in Mackuy

et sl (1992)
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Summary of Measured, Cakulated and Recomnmended log K, Values

Chemical CAS g K, Method Reference/Comments
573 measured Madchem
566 CLOGP
47 SPARC
570 recomavend the aversge calculation is 5.69; sgrees
with Medcham messured value.
cumene 98-52-3 366 shain flask? Hauwsch & Leo (1979 (from vopublished
(bopropyl benzens) work)
366 shake flask? Heansch & Lee (1979) (from umpublished
work)
3.5 RP-HPLC Hapal e1 31 (1981) (sverags S valucs,
. difTerent % solvent)
3.40 RP-HPLC ‘Miyaks & Terada (1992)
387 CLOGP ' '
350 SPARC
358 recommend sversgs all § measured Valvaes
DDD 72838 622 siow stie DeBruljn et 2l (1989)
590 slow stix Stancil (1956)
<38 RP-HPLC-E Hamoncrs ot 2t (1982) '
€2 shake (Bazk? Lee et ul (1976) as cited 1o Veith ot o)
(1979s)
599 shale flnak? O’Bries (1974) as citad Iz Suntiv ot 2i
. (1999)
outlier 519 RP-HPLC Chin ot 8l (1996)
osutlier $00 RP-HPFLC De Kack & Lord (1987)
outller 47 RAHPLC McDuffls (1981)
6.06 cLoGP ’ .
(€] SPARC
610 recormamend sversge of Ist 5 values; messerements
consistes! with CLOGP sstimste; [ama
little concarved abeut SPARC devistion.
IDDE 12-55%-% 696 slow stir DeBruijn et al (19%9)
€57 slow stir Smandl (199¢)
6.0 RP-HPLC De Kack & Lord (1987)
889 RP-HPLC Bucihard otal (1985)
5 RP-HPLC McDufTe (1981)
s3 RP-HPLC Veith et of (19792)
569 RP-HPLC Chin ¢t ol (1986)
56 RP-HPLC Swana et al (1903)
s78 shake flank? O’ Brien (1974) ax cited in Suntio et al
(15959) )
569 shake flank? O'Brien (1975) as cited in Chiov et al
Qs
6.51 THOR datsbase w3 cited in Shuaman
and Klein (1983)
694 cLoGr
(€1} SPARC .
676 recommend sverage slow stir.
DT £0-29-3 691 slow stir DeBruijn et 5l (1989)
638 slow stir Standi) (1994)
631 slow stir Brooks ot ol (19%9)
€20 slow str Broskc ot ul (1986)
640 RP-HPLCIE Brooks ot al (1986)
638 RP-HPLC-E Hammers ot 3l (1982)
6.06 RP-HPLC-E Harnisch et o] (1983)
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Surunary of Messured, Calcuinted and Recumrunded log K., Velues

Chamical CAS g K, Method Refersnce/Comments
84 RP-HPLC-E Harnisch et al (1983)
636 shake flnsk Chion eral (1982)
6.19 shake flask? O'Brien (19785) as cited in Chiov ct i
: 9™
6.1y shake flask Eadsforth (1996)
50 shake fask Eadsforth & Moser (1983)
876 shake Nask? Hansch and Lew (1979) ( from
uapublished work)
outtier 510 shaks fask Platford ot al (1982)
outhier . 398 sbake Nask Kapoor et 81 (1973)
6321 RP-HPLC Eadstorth (1986)
612 RP-HPLC Eadzforth & Moser (1983)
6.06 RP-HPLC Chia ot 2l (1986)
LS RP-HPLC Klein ot al (1989) as cited in Noble (1993)
£78 RP-HPLC Veith ot al (1979b)
56 RP-HPLC De Kock & Lord (1987)
558 RP-HPLC McDu(The (198))
outlier 543 RP-HPLC Burkbard et 3} (1985)
outlier 32 RP-HPLC-B Tomiinson & Hafkenschield (1936)
outlier 530 RP-HFLC Brooke ot ul (1986)
outtier 513 RP-HPLC Rspaport & Ehcnrvich (1984)
outhier 4.64 RP-HPLC Swanns ot »] (1983)
620 Elgar (1983) as citad In Suntio ot s}
(1988)
6.01 Kaznga (1975) as cized in Keoags and
Goring (1980)
557 Kaszuga (1975) as cited in Ruo and
Davidson (1980) .
6.08 sveragy averspe 23 values (measuremend 1-13.
16-22. 28-30)
676 CLOGP
7.9 SPARC
€S recommend averuge (irst 3 slow stir valse; the current
SPARC mode] seenc tv have s
conformations| problem with DDT and
DDD. )
Diialiats 2383-16-4 449 shaks flask Eliagtos & Stuncil (1939)
$23 cLoOGP3 Howard (1991)
n CLOG?
4.99 SPARC
4.49 recommend only measured value
d Sbenza(a h)entbracene <3-70-3 658 RP-HPLC Burkhard ot al (1985)
.5 sbaks flask Means ot al (1999); Hassett et ol (1530).
(%] CLOG?
&M SPARC
€69 recommend average first two values
dibromo-3-chioropropane. 1.2~ %6-12-8 226 CLOGP3 Howard (1991)
226 CLOCP
41 SPARC
4 recomumend sversge calculated value
di-n-butyl phibaiste B3-7%2 4.56 RP-HPLC HBamixch ot ol (1983)
439 RP-HPLC Haruisch ot 2] (1983)
47 shoke flusk Howard st sl (198%)
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Summary of Muuund. Calculated and Recommended log K Values

Chemical CAS g K, Method Reference/Comyments
4472 shajee Nask Medchem
457 shake flask Leyder & Boulsager (1983)
oudber 4.08 shake flask Harabeb et ol (198))
457 " RP-HPLC Eadsferth (1986)
outlier 413 "RP-HPLC McDullie (1981)
outlier i RP-HPLC Howard et al (1985)
outlier 4.11 _ OECD (1981) as citad in Howard st a]
(1985)
4.65 cLoGP
4.55 SPARC
4.61 recommend avarage fint 5 valuex
dichlorobenzsne. 1.2~ 95.58-1 34 slow stir DeBruijn ot ol (1989)
338 gacl MiBer ot al (1984)
361 shake flask Harabch o i (1983)
.58 shale flask . Konsmaasn ot 8l (1979)
3.4 shaks flask Watarel ot al (1902)
140 shula Nlask Banerjes ot al (1980)
h & ] shake flask Haasch & Leo (1979) (from unpublished
. work)
386 RP-HPLC-E Tomlinson & Hafkenschield (19386)
.56 RP-HPLC-E Gant (1934)
334 RP-HPLCK Hammers ot al (1982)
4 RP-HPLC McDuflle (1981)
339 RP-HPLC Kosemann ot 2] (1979)
334 RP-HPLC Hernbeb ot al (15923)
320 RP-HPLC Harnlsch et o (1953)
348 CLOGP
3.40 SPARC
3.0 recormamend average all 14 velues.
dichiorobenzene, 1.4~ 106-46-7 .34 slow stir DeBruijn ot -l_ (1989)
3.36 slow stir Rrooike ot al (1990)
338 ten ol Miller ot ai (1984)
3.62 shake Oask Konemann ot 81 (1979)
3.5 shaks flask Wataral ot sl (1552)
3.47 shale flaxk Pervirs et a) (1988)
i shaks flask Chessehs ot 8l (1991) s cited ia Noble
(1993) .
338 shake flask Lew ot al (1971) 3 cited in Neely ct al
(1974)
X RP-HPLC-E Tomlimon & Hafkenschicld (1986)
337 shake fask Bansrgee ot al (1980)
338 shake flask Tichy (1974)
adl RP-HPLCR Homenars ot 8l (1982)
37 RP-HPLC-E Garst (1984)
326 RP-HPLC-E - Haflienschield & Tomiinson (1983)
outller k%, ] RP-HPLC Veith «t al (1980)
3.8 RP-HPLC McDufTle (1981)
34 RP-HPLC : Miyske & Ternda (1982)
342 RP-HPLC Mabai et sl (1981) (60%% scetonitrile)
339 RP-HPLC Konemaas et al (1979)
3.57 CLOGP
3430 SPARC
3.4 recommend uverage 18 values (messurements 1-14.
s . 15-18)
dichlorobeazidine, 3,3 91-94-1 as1 sbaks flask Baperjec ot 2] (1980); US EPA (1992)
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Summary of Meosurcd, Calculnted and Recnmmendsed log K_ Values
Chemicsl CAS lop Koy Mecthod Relerence/Comments
3.87 cLoGP
3.98 SPARC pK 1.24
3.5] recomenend obly measurcd value
dichinradiffuoramethaoe 75-71-8 16 shake fask Hausch et 2l (1975)
2.00 CLOGP
237 SPARC
216 recommend only measured vatue.
dichlorethanc, 1.1- 78-3¢-3 1.79 shaks flask Haasch ot 2l (1975)
1.78 cLoOGP
.88 SPARC
1.79 recommend only messured value.
dichloroethaae, 1,2- 107-06-2 1.4% shaks flask Banerjes at al (1980)
’ L8 shake flask Haasch & Leo (1979) (from unpublished
work)
L46 CLOG?
1.40 SPARC
1.97 recommnend average 2 measurcd valuss
dichlorosthylese, 1,1« 7538-4 213 shuks flask Modchem (1982) as cited in Mubey et al
(1y82) :
237 CLOGP
219 SPARC
213 recommend only measured valuc. *
dichloroetirylene, cis-1,2- 156-59-2 .56 shakr fask Moedchom (1985) as cited in Howard
(1991)
1.77 CLOGP
210 SPARC
.96 recomemend omly mcasured valus; SPARC does not
cwrrently distinguish cis/orsm;
cukulation will be closer to the trans
copfigeration.
dicbloroethylenc. mrans-1.2- 156-40-S 1,99 shake flask? Medchem as cited in Mabey <t #l (1982)
206 shake Nask? Medchem (1985) as cited in Howard
(1991)
L7 CLOGP
110 SPARC
207 recommend averape 2 measured values
dichlorophenol, 1.4~ - 120-83-2 330 shale flask Machield et al (3972) as cited in Honsch
& Leo (1979)
3.3 shake flask Schellenbery ot al (1984)
ixn shals flask Xinstal (1984)
3.08 shake flask Yaquzunisky et al (197)) as cited in
Hanasch & Leo (1979)
3.06 shake flask Stockdale & Setwyn (1971)
280 shuks flasgk Brigms (1981b)
3.3 RP-HPLC-E Xie et al (1984)
292 RP-HPLC-E Hammars ot 2l (1982)
3y RP-HPLC Miysks & Terads (1952)
237 RP-HPLC Chia et 2l (1986)
.96 CLOGP °
3.06 SPARC pK 7.64
.08 recomumend average first 10 values
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Summary of Measurcd, Caicuinted snd Recommended log K., Valves

Chamical CAS g K, Method Refersnce/Comuments
dichlorophenoxyacetic acid. 2.4- 94.75-7 290 shake flask Brigp ot 2l (1987)
@.4-D) .50 shuks flask Kerler & Schophery (1988)
270 CLOGP .
3.06 SPARC pkK, 2.98
270 reconvnend sverage 2 messured valves
dichloropropane, 1.2- 78-37-8 1.99 - CLOGP
1L.94 SPARC mensured sofubility in wuter 2.7g/L
@0°C). SPARC .1 g/L—il solubility is
cakculated sccurstaly, log K| should be
reliable.
197 recomanend
dichloropropens, 13- $42-75-6 100 shake flask? Medchem ss cited in Mabcy «t 8l (1932)
1.76 CLOG?P
210 SPARC
2.00 recommend
dieldrin 60-57-1 540 slow stir DeBeuljn et 8l (1989)
outlicr 484 slow stir Breoks ot ] (1986)
534 slow sy Stancil (1994)
S16 i col UK ZPA (1991h)
$11 RP-HPLC-E Hammers ct s} (1982)
46S RP-HPLC DeKock & Lord (1987)
s01 shale fiask US EPA (1991b)
432 shake Nlask Kaoazpws (1981)
409 shalee Nusk Ellingroa & Stencil (1988)
620 RP-TLC Brigp (1981h)
534 slow stir Stancil (1954)
3 CLOG?
s.10 SPARC
£37 recommcnd aversge of 2 Righer stow stir values.
<Biethy! phrhalare 84-66-2 237 shake flask? Madchem (1985) o3 cited in Howurd
(1951)
247 shake flask Scorx ot a) (1997)
228 shake flask Leyder & Boulsager (1983)
228 shaloe flask Howard ot al (1985)
owthier 1.40 shake flask Veith ot al (1980)
3.00 RP-HPLC De Kock & Lord (1987)
267 RP-HPLC Veith et al (1980)
229 RP-HPLC Howard st al (1935)
2.54 CLOGP
258 SPARC
2.50 recommand sverags 7 values.
diethyistilbestrol 56-53-1 507 shuke flask Hansch & Leo (1979) (from uapublahed
work) )
496 CLOGP
.18 SPARC
LT recommend only mensured velue.
die thylheryl phthalate 117-81.7 748 siow stie DeBruijn ot sl (19%9)
®is2-ethythexylphthalite) 114 slow wir Brooke «t 2l (1990)
outlier 8.18 RP-HPLC-E Harnkch ot al (1983)
186 RP-HPLC-E Harnisch ot al (1583)
7.9 RP-HPLC Howard ot al (198%)
7.38 RP-HPLC Klein ot al (1988)
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Summary of Measured, Calcolated and Recommended log K. Values

Chemicsl CAS log K Metbod Refervnce/Cormments
outlier 420 RP-HPLC? Yeith et ul (1979b)
outlier £03 shake flask Harnbch etal (1983)
outlicr 513 OKCD (1981} ascited in Howard et al
. (198S)
outlier s30 Hirzy ot 3] (1978) as cited in Callshan <t
sl (1979)
8.61 CLOGP
7.58 SPARC
130 recommend average siow stir.
dimctbonte 60-51.5 .79 shake Nask Brigg» (1981b)
0.50 shoke Nusk Hussain et al (1974) a3 cited in Hanxch &
Leo (1979)
T shake fask Bowman & Sams (1933)
078 CLOGP .
0.50 SPARC
* 859 . recosmeod aversge J measured valucs.
dimethoxybenzidine, 3.3° 119-50-3 1.3 HWIR “litcrature” value
N/A CLOGP
2.00 SPARC pK, 440
1.5 recommend measured value.
g EIHYTberu(2)anthracene, 7,12 $79746 $98 shaks flask Mesns ot al (1980)
5.66 CLOGP
658 SPARC
6.62 recommend sverage calculated value; for this
compound log K... * log K.,
(beoa(v)spthracent) + 2 fragmast (Cﬂ,
(sromatic) or bog K, = 5,7+ 2 fragment
CH, ; the fragment constant for adding
mathyl to benzeae is 0.6; this will decline
slightly s3 molecular sise increases, but
should always contribute st least 0.4
(per)-
diimethyibenzidine, 3,3°- 119-93-7 34 cLoGr? HWIR “literature” value
: 234 CLOGP
e SPARC pkK, 4.74
.68 recormmend -Vcnp cakeulated vajue
dimethyipheml 2.4- 105679 24 shake Nask ll-mdee et al (1980)
39 shake Nlask Koneman (1973) as cited in H-nseh &
Les (1979)
49 RP-HPLC Haky & Young (19349)
247 RP-HPLC Garst & Wikon (1984)
2.36 RP-HPLC Veith ot al {(1979)
213 RP-HPLC Haky & Young (1984)
outlier L9 RP-HPLC Veith et ol (1980)
.36 averape 2 shuke fInsk values
247 CLOGP .
236 SPARC pkK, 10.6
236 recommend average first 6 values.
dirncthyl phehalaw 131-11-3 161 shaks flask Veith ot al (1980)
1.56 shake flagk? Medebem (1985) as cited in Howsrd
1991)
1.53 shaks flask Layder & Boulsnper (1983)
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Summasry of Measyred, Calkculated snd Recommended Jog K, Values

Chemical CAS log K, Misthod __Relerence/Comments
1.47 shuke flask Howard ot 21 (1985)
outhier 134 shake flask Scott et 2l (1987)
outtier 1.50 RP-HPLC Howard et 2l (198%)
1.62 RP-HPLC McDufTe (1981)
1.2 RP-HPLC Eadxforth (1986)
1.48 CLoGP
1.5 SPARC
1.57 rccogrymend sverage 14, 7-8.
dinirobenzene, 13- 95-65-0 1.49 shake flask Fujita et u) (1964)
1.49 shake flask Hansch & Leo (1979) (from wnpublished
work)
1.52 RP-HPLC-R . Deneer st al (1987)
1.63 CLoGP .
1.51 SPARC
1.5 recogwmend sveruge 3 meesurcd values.
dinitropbenol, 2.4- £1-28-5 1.67 shalx flank Moedchem
1.59 shake flask Medchem
1.56 - shake flask Medchem
1.58 shake flask Medchem
L54 shake flask Kurihars ot al (1973) as cited In Hur
& Leo (1979) -
1.5 shake flask Hansch & Lee (1979) (from unpublish
1.46 shake Mask Stockxdsic & Selwyn (1971)
LY CLOGP
1.40 SPARC PK, 4.06
1.58 recommend sverage 7 values.
dinitrotoluene, 2,4- 121-14-2 204 RP-HPLCL Dreoeer ot sl (19¥7)
L98 shake flask? Hsnsch & Leo (1979) (from unpublisbed
work)
2.08 CLOGP
. 203 SPARC
2.01 recommend sverage 2 measured values
dinitrotoluenc. 2.6- 606-20-2 202 RP-HPLC-E Deueer ct sl (1987)
1.1 shake fask? Medchem (1985) as citnd in Howard
(1991)
N/A CLOGP '
203 SPARC <
L& g recommend averagre 2 measurcd values.
di-n-octyl phthalste 117-84-0 8.0¢ RP-HPLC McDufTie (1981)
.49 CLOGP ’
s.03 SPARC
8.06 recommand only meusured value.
dioxane 123-91-1 0.42 sbake fusk- Collandor (1951) as cited in Hansch &
Leo (1979)
£0.27 shake flask Hansch & Les (1979) (from uapublist.
. work)
outlier 0.20 RP-HPLC-L Tomlinson & Hallreschield (1986)
£.49 RPHPLC McDuffie (1931)
0.4 cLoGr °
4.10 SPARC
0.3 recommend aversge of 3 values
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Summary of Measured. Calculated snd Recommended log K. Values

‘ethoxysthanol, 2- 110-80-5

Chemical CAS lop K., Methud Reference/Commenty
diphenylamine 122-39-4 in shake flusk Hansch & Leo (1979) (from unpudblshed
work)
3.50 shake flask Hansch & Leo (1979) (from unpublibhed
work)
342 shake Mask Brigps (1981b)
334 shake flask Hensch & Leo (1979) (from unpublished
work)
3.3 shula flask Rogers & Camunsrats (1969)
372 RP-HPLC Gurt & Wilson (1984)
342 RP-HPLC Veith et al (19790)
outller .37 RP-HPLC Veith et ol (19793)
3.62 CcLOGP
3.57 SPARC
3.48 recomimend sverage of 7 values
disuifoton 298-04-3 402 shake flask Bowman & Sans (1983)
3.94 shake flask Ellington & Stapctl (1988)
3.84 RP-HPLC Suito et al (1993s)
189 sveraps all 3 velues
3.86 CLOGP
4.10 SPARC _
9 recommend sverapge 2 shake flusk values
~«ndosulfan 118-29-7 452 shakr flask Ellingron & Stancil (1988) (IN
3.33 shale fiask Howard (1991)
.62 shaks flask? Al (Pb.D. 1978) ns cited in Suntio ¢t al
(1988); (IO
358 shake flaak? All (PhLD., 1978) us cited In Suntiv ct a)
(1988). (O
N/A CLOGP
3.85 (I); 4.45 (INSPARC
4.10 recowynend for mixture; for isomers: 3.83 for (I); 4.52
for (D). :
endrin 72-20-8 520 slow stir DeBruijn ¢t al (1989)
492 slow stiy Lilingron & Stuncll (1988); Stancil (1994)
439 pon- col US EPA (199]¢)
4.81 shale flask U.S. EPA (1991¢)
4.56 sheke flask Radsforth (1986)
41,56 RP-HPLC Velth et 2l (1979b)
50 RP-HPLC Eadsforth (1986)
4.40 RP-HPLC Rapaport & Eiscareich (1984)
3.63 CLOCPI(3.3¢)
1292 CLOGPM(34)
s10 SPARC ’
- 506 recommend uvarage slow stir values.
endrin aldchyde 7421-93-4 N/A CLOGP
. 4.00 SPARC
4.00 recommend molecular conformation is uncertain.
ichlorohydria 106-89-3 0.30 messored? Krijgsheld & Vandergen (1986) a3 cited
_— . in Howard (1989)
024 cLoG?P
020 SPARC
0.28 recommegid averuge of all values
-0.21 calcuiated Konemann (1981)
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Suenmury of Measuied, Calculuted and Recommendcd log K., Values
Chemical CAS g K, Mithod Refereace/Comments
outlicr 0.54 shake flask Collander (1951) as cited in Hansch &
Lee (1979)
.10 shake flask Konemanp & Dobromysioa (1975) as cited
. in Hansch & Lae
Q.22 cLoOGP
.95 SPARC
-8.10 recoarmumend best measured valus.
ethyl acatate 141-78-6 0.68 gva col Tewsariof al (1981)
0.73 shale flask Hansch & Anderson (1967)
0.66 shake Nask Collsnder (1951) as cited in Hunsch &
Lee (1979)
092 RP-HPLC-E Haflenschield & Tomlinsoa (1923)
1.05 RP-HPLC Haky & Yeung (1984)
0.8 sverage all § values
a7t CLOGP
[ ¥ )] SPARC
.69 recommend sverage 3 ge0. col; shaks flask vaizes.
sthyibenzene 100-43-4 3.16 o cob Tewariet sl gmzu
313 oA col Tewari st 2l (1983b)
ip gza ool Schantz & Martire (1987)
3.15 shakz flask Hansch ot sl (1969)
330 RP-HPLC-E HAarnisch o al (1983) id
326 RP-HPLC-E Hammers ot ol (1982)
317 RP-HPLC-Z Harniach of 21 (1953)
317 RP-NPLC-E Hefkenschicki & Tomlinson (1953)
outther 3.87 RP-HPLC Ladsforth (1986)
3.8 RP-HPLC Huoal et al (1981) (average of 6 valucs,
differing %acetonitrile)
3.6 RP-HPLC Miysks & Ternda (1982)
3.07 RP-HPLC Endsforth (1986)
317 sverape 11 values
kR L cLOGP
e SPARC
.14 recommend average 4 gen. col; shake flask values
othyl dibromide 106934 1.7¢ HWIR “Lieratere™ value
- 1.74 CLOGP
I8 SPARC
178 recormmend average of sll valwes.
ethylene thicures 96-45-7 0.66 shake sk Hansch & Lew (1979) (from unpublished
-1.17 CLOGP
-1.00 SPARC
0.66 recommend ouly measured value,
othyl ether $0-29-7 0.39 shake flask Heusch ot 3l (1975)
.83 shake flask Collander (1951) as cited in Hunsch &
Leo (1979)
o7 shuke flask Hansch & Leoo (1979) (from unpubll-
“m ,‘J;
097 RP-HPLC-E Hafenschinid & Tomlinson (1983)
s’ cLoGP
1.00 SPARC -
.3 recommaetd average all vulues.
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Summary of Mewsured. Calkculsted wad Recommended log K, Values

Chemical CAS op Ko Muthod Reference/Commenty
ethyl methacrylste 97-3-2 1.59 HWIR “licerature” value
1.64 CLOGP
1.65 SPARC
1.59 recommend *HWIR"® value close w cakulation.
ethyl mstbapesuifonate €2-50-0 0.95 HWIR “litcrature™ valuc
N/A CLOGP
0.01 SPARC
0.05 recommend “HWIR® value close to calcustion
fMluorspthene 2060 $18 slow stir Brooks et af (199M)
5.16 slow stir DeBruijn ct al (1989)
.09 slow stir Stancil (1994)
539 pro. col U.S. EPA (19%1d)
$.20 shake flask Medchem
.00 shake flask Harnisch et 81 (1983)
485 shake Nask Moedchem
outhicr 4.47 RP-HPLC-B Harnisch ot al (1983)
outlier 1 RP-HPLC-E Hurnisch o1 31 (1983)
450 RP-HRLC Wang <t al (1986)
4 RP-HPLC Chin et al (1985)
506 average sverage of 1-7, 10-11.
4.95 CLOGP
568 SPARC
12 recommand sverugs slow stir, gea. col. shoke flask
' values.
fluorene 86-73.7 .18 sbale flask Hansch & Leo (3979): U.S. ZPA (1992)
413 shake flask Wang et 2l (1986)
422 shake finsk Medchem
4.17 RP-HPLC-E Hammenr ot 2} (1982)
440 RP-HPLC Wang et 8] (1986)
438 RP-HPLC? Veith et al (1979b) (from Carison et u)
aymn
423 RP-HPLC Wang ot a] (1986)
423 RP-HPLC Rapaport & Eiscnreich (1984)
410 RP-HPLC Chin ot al (1986)
4.04 RP-HPLC Hanal et 31 (1981) S0% scetonitrile
421 sverage sl? 10 values
.08 CLOGP
4.21 SPARC ‘
421 recommend aversge of all messurements.,
formuldehyde 50-00-0 035 CLOGP Howard (1989)
.05 SPARC
.05 recommend compound will partislly bydrate;
calculstion is for parent compound.
formic ecid 63-18-6 084 shaks flask Collander (1951) as cited in Hansch &
Leo (1979)
-0.54 CLOGP
-0.64 SPARC . PK, 3.78
.54 recommend oaly measured value
furan .11-00-9 134 shake flask Medchem (1985) as cited in Howsrd
. (1990)
1.2 CLOGP
144 SPARC
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Summary of Messured, Calkcuiated and Recommended log K., Values

Chemical CAS Jor K, Method Referenca/Comments
L3¢ recommend
heptachlor 76-44-8 553 shake ask Elingron & Stancil (1988)
558 RP-HPLC Dc Kock & Lord (1987)
S RP-HPLC Veith et al (1979b)
€37 RP-HPLC McDvuffie (1981)
546 sversge sl 4 values
493 CLOGP
6.26 SPARC
626 recommend one would sxpect beptachlor to bave
sppruzimately the same K. 13 chlordane
(log K,, = 6.32) and slightty ke=s than
sldrin (log K,, = 6.50).
heprachlor spoxide 1024-57-3 540 RP-HPLC Veith er 3) (1979b)
1% cLoGP
4.90 SPARC
5.00 recummend " this one b difficult; one would expect

beptachlor spoxide to huve 3 K_ slichnly
le>s than either dicldrin or eadrin; aba,
the cporxide should be spprozimately 1.5
log units below beptuchlor which would
put it = 4.8; the RP-HPLC sbhows
Heptachior and Heptachlor cpazide

the same.
hezachiorobcnzcne 113-74-1 573 slow stir DeBruijn ct sl (1989)

547 gen. col Milier et ») (1984)

59 RP-HPLC-E Brooks ot al (1986)

566 RP-HPLC-E Hammers et 2] (1982)

vutlier 7.42 RP-HPLC Veith st 2l (19798)

6.92 RP-HPLC De Kock & Lord (1987)

6.86 RP-HPLC Burkberd «t ul (1985)

(%) RP-HPLC Rapaport & Eisenrcich (1984)

6.60 RP-HPLC Brooks et al (1986)

6s1 RP-HPLC Chin ¢t al (1986)

648 RP-HPLC McDufTie (1981)

641 RP-HPLC Eadsforth (1936)

638 RP-HPLC Esdsforth & Moser (1983)

627 RP-HPLC Konemana et 3l (1979)

é.10 RP-HPLC-Z Tomiinson & Hafkenschield (1986)

622 RP-HPLC Douchete & Andren (1988)

579 RP-HPLC Ganst (1984)

570 RP-HPLC . Garst (1984)

64 RP-HPLC Mouihot (1987) as cited in Mackay et sl
(1992)

$.46 RP-HPLC Harnisch ot 0l (1983)

$2¢ RP-HPLC . Harniech et al (1983)

523 RP-HPLC Velth et ol (19790)

618 shuln flask Radsfocth (1986)

S$86 shake Ausk Eadsforth & Maoser (1983)

887 shake flask? ORCD (1981) as citnd in Brovke et sl
(1986) %

50 shake flask Neely ot al (1974) as cited in Huwkermt

: Conaell (1935)

$.50 shake Musk Chiou et 51 (1982)

547 shalx Mask Harnisch et 3l (1983)

544 shuke flask Brige» (1981b)

sS4 shoks flask Lord ct »l (1980)
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Szmmary uf Messured, Caiculutad and Recommended log K, Velues

Chemicsl CAS g K Meibod Refercnce/Comuments
31 sbake flask Watarsl et 2l (1982)
528 shake Nask Pistford et al (1982)
outlier 500 shuks flask Kouemann ct of (1979)
583 aversge aversge computed value.
570 CLOGP
$.96 SPARC
89 Tecommend average of 31 values: consstent with
sverage computed vulue (5.83).
hexachloro-1 3-butsdiene 873983 4.90 shake flask Chios (1985)
478 shaks Nask Bancrjoe ot al (1980)
- 474 RP-HPLC Konemann et al (1979)
490 . CLOGP
516 SPARC
431 recomnend sverage first 3 values; gerting o range of
calcuiations
HCH, »lpba 319846 178 slow ntir . DeBruijn et ul (1989) '
iso shake flask Medchem (1935)
381 shula flask Kuribars ct 3) (1973)
78 CLOGP -
3s0 SPARC
350 recommend pvernges 3 measured values. -
" HCH, bet» 319857 ass slow stir DeBruijn ct al (1989)
278 shaks flask Kurhars ot al (1973)
378 CLOGP
330 SPARC
381 recommend svarage 2 sneasured valnes.
BCH, gamma (lindanc) 53-89-9 3.69 slow stir DeBruijn et al (1989)
s shaks fask? Mhacsk et ul (1976a) »s cited in Veith ctal
(1979h)
an shaks flask Kurihurs (1973)
348 shaks fiask Kanazawas (1981)
il shake fNask Mcdchem (1985) as cited in Howard
. (1991)
outlcr 335 shake Nlack Plstford (1982)
an RP-HPLC Veigh et sl (197%0)
367 RP-HPLC Eadsforth (1986)
3.¢7 RP-HFLC-R Tomlinson & Haflkenschield {1935)
3. RP-HPLC McDuffle (1981) :
outher 3.00 RP-HPLC De Kock & Lard (1987)
9% 2 Elgsr (1983) as cited n Suntio cr sl
(19%3)
outlier 4.98 RP-HPLC-E Tomiinson & Hafkenschicld (1986)
3.8 cLoGP ’
3.0 SPARC :
an recormend nverape 1-5.7-9, 11
bexachlorocycopentdions 7474 $.5 RP-HPLC Veith et 3l (1979b)
) 526 RPHPLC Exdsforth (1986)
513 RP-HPLC McDuflle (1981)
vutlier 508 shaks Nask Welife ot 5} (1982)
s.08 CLOGP
5.5 SPARC *
539 recommend aversge Nrst 2 measured valuws; close to

aversge compnied value
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Semmary of Measured, Cakculated und Recommended log K., Values

Jozi odo

_Clgmic.l CAS log Ko Methnd Reference/Corumnents
bexachloroethane 61.72-1 L1 shaka flusk Chiou (1985)
108 RP-HPLC Veith ot o1 (1980)
- 404 RP-HPLC MeDufme (1981)
3.93 RP-HPLC Veith et al (1580)
382 RP-HPLC Kossmang et 8! (1979)
N/A CLOGP
k§ < SPARC
400 recomunend sverags of S measured volues
besachlorophene 70-30-4 7.54 shake finsk Haasch & Leo (1979) (from unpublished
work)

142 HWIR “literature” value

7.08 CLOGP .

1.60 SPARC

7.84 recommend only measured value.

indeno(1.2,3-cd)pyrens 193-39-§ 658 crLoGP

€72 SPARC

665 vecommend sverupe cakculated value.

isobutyl alcobol 78-83-1 0.76 428 Dilliogham et al (1973) us cited in ""‘1;5%\
& Loo (1979)

[ § &4 510 Collsnder (1951) as cited ia Hunsch v 7
Leo (1979)

[ U4 9 532 Hansch & Leo (1979) (from unpublished

. 'ﬂ)

069 CLOGP

076 SPARC

078 recommend svarsge 3 valuen

isophorons 78-59-1 L70 shake flask Jobasen (1978) as cited in Suntio ct sl
(1989)
1.67 shake Nlask Veith ot al (19989)
1.73 RP-HPLC Vit et ol (1980)
N/A CLOGP :
1.9¢ SPARC _
170 recommended aversge all 3 vulver
Tkepone 143-50-0 330 shake Nmske Ellingtoa & Stancil (1988)

450 CLOGP Howard (1991)

4.53 CLOGP

445 SPARC ’

530 recommended only messured valie: the SPARC
calculation in this case is vareliable; we
bave never worked with a cobane
struciure: the messured value is
consirtent with the mires value (Le., lower
by 1.5 log units dwe to the carbonyl
peup)

mnethacrylonitrile ) 126-58-7 084 HWIR “literature” value
. 0.60 CLOGP
0.70 SPARC
0.54 recomrgnend
mmethanol 67-56-1 -4).64 shabx Nask Takeda ot 31 (1971) 33 cited in Hunsch &

Leo (1979)
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Summn'n_r of Measured. Calculated und Recormmended log K. Values

Chemical CAS log K Method Refsrence/Comments
.66 shake Nusk Hanxch & Anderson (1967)
0.66 shake flask Ho et a1 (1977) as cited In Hansch & Leo
(1979)
463 shalo flask Yaghuzinsid ct ol (1973) as died In
Hansch & Leo (1979)
.77 sbake Nlusk Hansch & Leo (1979) (from nopublished
work)
4.82 shake Nask Colander (1951) a3 cited in Hunsch &
Leo (1979)
-1.7¢ cLoGP
- 4071 SPARC .
0.71 recommend average 6 values.
methoxychlor 72-43-8 500 RP-HPLC-L Brooke et ol (1986)
508 shabks Nask KarickbofT et sl (1979)
4.68 shaks flask Medchem
430 shaks flask Henseh & Leo (1979)
outtier b &) | shake Nask Kapoor ct al (1973)
4.51 RP-HPLC McDuffie (1981)
430 RP-HPLC? Veith et 81 (1979b)
420 RP-HPLC Brucks ot al (1986)
outlier 3852 " RP-RPLC Veith et al (19792)
4.58 wveragy sverage of 14, 6-8.
518 CLOGP
560 SPARC
508 recommend highest shake Mlusk measurcment gutting
close o calculated range.
methyl bromide 74-43-9 1.19 shaks Qask Hansch & Leo (1979) (rom unpublished
work)
1.08 CLOGP
1.10 SPARC
119 recommend only messured value.
mwthyl chloride 74-37-3 (11] shake flask Hansch & Lon (1979) (from unpublished
. . work)
094 CLOGP
0se SPARC
091 recommend only measured valve.
mathyichalunthrens, 3- $6-49-8 €42 shaks flask Means ct »l (1980)
6. CLOGP
6.76 SPARC
642 recommend only measured value
methylenc bromide 74-95-3 2.30 calculated? Hansch ct ul (1968) a3 cited in Mackay et
) 21 (1993)
230 HWIR “litsrature” vaine
1.53 CLOGP
1.70 SPARC
1.62 recommend average of SPARC and CLOCP:
bromomathane is 1.19; bromoform is
i 2.35; this compound should be & medivn
- . value
mwethylene chloride 78-09-2 128 shaks flask Hanach ot 8} (1975)
' 1.¢0 RP-HPLC-E Haflenschisld & Tomlinson (1983)
138 RP-RPLC Haky & Young (1984)
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S-umnnry of Mcasured. Calculated ond Recommended log K., Velues

Chemical CAS - lop K, Method Refcrence/Comments
133 aveige all 3 values
1.25 CcLOGP
1.22 SPARC .
128 recomsmend shake Nask value.
methyl ethyl ketone 78933 0.6% gen. ol Tewnri et al (1982)
029 shake flask Hansch & Anderson (1967)
036 shake Mask Collander (1951) ws cited in Hansch &
Leo (1979)
04l average all 3 values
032 CLOGP
032 SPARC
028 recommesd average 2 sheke Mlask values
methyl isoburyl ketone 108-10-3 .19 shake flask Medchem (1985) ax cited in Howard
1990) '
125 cLOGP
117 SPARC
119 recommend
methyl methacrylste ) 80426 139 shaks flusk Madchem (1985) us cited in Howard X
. (1950) |
L1 CLOGP
128 SPARC
138 recommend
mcthyl paratbion 2585-00-8 33 shake flask Metcsif & Lu (1978) o3 cited in Rao &
Davidsoa (1980)
294 shake flusk Rowman & Sans (1983)
2.5 shake Nask? - Medchem (1935) as cited in Howsrd
. (1990) .
191 ] Freed ct 81 (1976) a5 cited in Kenags &
Goring (1980)
276 sverage 4 values
27 CLOGP
288 SPARC
250 recommend sverage 2 middle values
methyl phenol, 2- (o-cresol) 95487 104 shuks flusk Koreaman (1970) as cited in Hunxch &
Leo (1579)
. sbake Nmak Hansch & Leo (1979) (from unpublished
work)
198 shake Ausk Hansch & Leo (1979) (from unpublohed
work) :
1.9 RP-HPLC ’ Miyske & Ternda (1982)
1.9 CLOGP .
190 SPARC pK, 103
199 recommend ) average sl 4 values.
methyl pbenel, 3- (m-cTesol) 108-39-4 1.9¢ gra. ol Tewari et ul (1982) .
- 202 shake flask Pujics et al (1964) ‘;
201 shake flask Hansch & Leo (1979) (from unpublish. . -
work)
1.98 shake flask Mbuchieid ot al (1972) as cited in Runsch
o & Lo (1979)
1.92 shake finsk Stockdale & Setwyn (1971)
1.97 cLoGP

205 SPARC pK, 101
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Summary of Msasured, Cakculated and Recommended log K., Values

Chemical CAS log K, Method Reference/Comments
1.97 recommend aversge sl § valuex
matbyt phencl, 4- (p-crusol) 106-43-5 1.99 shoke Nusk Umcyama ot al (1971) as cited in Hansch
& Leo (1979)
195 shake flask Machicid et »] (1972) as cited in Huasch
& Leo (1979)
1.94 shake fIask Fujita et 21 (1964)
1.92 shake Nask? Hansch & Leo (1979) (from unpublished
work)
191 shake Nask Stockdale & Selwyn (1971)
1.93 RP-HPLC-E Minaick ot al (1988)
outller 138 RP-HPLC-L Haflenschicld & Tomlnson (1983)
L99 RP-HPLC Haky & Young (1984)
1.98 RP-HPLC Garst & Wilson (1984)
1.97 RP-HPLC Mivske & Terads (1982)
1.97 cLoGP
.04 SPARC pK, 102
1.98 recommond aversge 9 values.
mirex 1385-35-5 6.89 RP-HPLC " Veith et ) (1979b)
: 528 shake Nask Mecdchem
4.68 cLoGP
6.63 SPARC
649 recommend this is » difficult call; the SPARC

calculator has aever ‘seen’ 8 cubane
structure; | feel the exoremcly low
solubility of crystalline mires is due to its
cxtremely high crystal snerpy « Dot high
activity coefficient; the commercial grade
oll has » solubilicy of 02 mg/L (SPARC
calculates 0.1 mg/L); the RP-HPLC vailuc
ssems e lirtie high but this bas got to be

the best messured value.
naphthalese 91-20-3 3.28 slow stir Brooks et al (1986)
' 33s . gen col Miller et ul (1585)
outlier 359 shalke flask Hsnsch & Leo (1979) (from unpublisbed

work)

34s shake flask Hansxch & Leo (1979) (from unpublished
work)

340 shaks flask Yeice et »l (1983) .

340 shake flask Krishoamurthy & Wasik (1978) as cited
I» Mackay et a}

337 shake flask Pujice ot ol (1964)

336 shuls flask KarickbofT ct al {(1979)

336 shake flask Briggs (1931b)

336 shake flask Hansch & Leo (1979) (from unpublished
worl))

3.30 shuks flask Habmer ot 51 (1968) a3 cited in Minnick et
=l (1987)

330 shake flask Hansch & Leo (1979) (from unpublished
worl)

outlier 3.01 shake Nask Rogers & Cammarats (1969)

3.4 RP-BPLC-E Tomlinson & Hafkenschisld (1986)

348 RMHPLC-E Hammers ot 2)(1982)

b ¥ . RP-HPLC-E Hafkenschisld & Tomlinson (1983)

33 RP-HPLC-E Minnick et al (1988)

ovutlier 4.70 RP-HPLC Veith ot al (1979b)
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Summury of Messured, Csiculstwd nod Recommended log K. Vsives
Chemical CAS log K Method Reflsrence/Comments
3.45 RP-HPLC Miysks & Terada (1982)
3.46 RP-HPLC Miyuke & Terada (1982)
3.43 RP-HPLC Gant & Wilson (1984)
3.6 RP-HPLC McDuffic (1981)
336 RP-HPLC De Kock & Lord (1987)
3.29 RP-HPLC Wang et 31 (1986)
3.29 RP-APLC Haky & Young (1984)
328 RP-HPLC Hapaj ot 51 (1981) (40% acctopitrile)
3.2 RP-HPLC Rapaport & Essorvich (1984)
outhier N -RP-HPLC Veith et ul (1979s) -
3.4 aversge ali 28 values
336 aversge 24 values; osutliers removed.
338 aversge 11 siow stir, gen. col. shake flask valuen
3 aversge RP-HPLC-E values
338 sverage RP-HPLC values
i cLoGP
336 SPARC
336 recommend
naphthylamioe, 1- 134337 2.28 shale flask Sbultz et 2l (1970) as cited io Hansch &
Leo (1979)
222 shake flusk Hansch & Leo (1979) (fror= unpubli-’
work)
.09 CLOGP
2.40 SPARC pK, 390
224 recommend sverage of 2 values.
oaphthylamine, 2- 91-55-83 228 sbake Nusk Hansch & Lso (1979) (from vnpublished
work)
2.09 cLOGP
242 SPARC pK, 4.13
223 recommend oaly messured value.
nitrohenssns 93-95.3 L34 slow stis Brosks ¢t al (1990)
1.83 slow stir DeBruijn ot al (1989)
188 gen cob. Towari et 2l (19852)
188 shake Nask Tichy (3974)
188 shake Nask Fujita et ul (1964)
1.9 shake flask Bancrjee ot al (1980)
(& 1 shaka flask Hebmer ot al (1968) a» cited in Minnick et
1 (1987)
L7 shaks flask Lu & Metealf (1985)
oudier n RP-HPLC-E Haflenschield & Tomlinson (1983)
212 RP-HPLC-E Tomllosen & Haflceaschicld (1986)
1.99 RP-HPLC-R Dencer ot 31 (1987)
1.8 RP-HPLC-R Minnick ot 0l (1988)
1.7 RP-HPLC-E Hamaners et al (1982)
outlier 293 RP-HPLC? Veith et a2 (19790)
1.98 RP-HPLC Hunasl ot ol (1981) (avg, B veluex dill. %
acetonitrilc)
199 RP-HPLC Miysks & Toernda (1982)
1.0 RP-HPLC Gant & Wilson (1994)
1.52 RP-HPLC Veith o2 21 (19793)
1.78 RP-HPLC McDuffie (1981)
1.94 average . sk 19 values
1.86 sversge- 17 values; sutliers removed
1.54 sversge 8 slow sur, gen. col, shaka flask values)
158 sverags RP-HPLC-E values
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Summary of Measured, Culculated snd Recommended log K, Values
Chemical CAS leg K, Mecthod Reference/Comnmnts
1.837 sverage RP-HPLC values
1.89 CLOCP
1.81 SPARC
1.54 recommend
nitropropane, 2- 79-46-9 087 shuke flask Hansch & Leo (1979) (from unpublished
work)
1.47 RP-HPLC-Z Haflenschicld & Tomlinson (1983)
0.55 CLOGP
0.98 SPARC
0.37 recomsmesd prefested method.
aitrosodi-p-butylamine 924-163 241 HWIR “literarurs” value
2.4 CLOGP
2.48 SPARC
2.41 recommend
sitrasodicttylamine, N- 55-18-§ 0.43 shake fask Hensch & Leo (1979) (from unpublished
work)
.29 CLOGP
n.S6 SPARC
0.43 recorwpend
"= nitrosodimetbylamine, N- 62-75-9 0.57 shale Oask Hansch & Leo (1979) (from unpublished
work)
0.77 CLOGP
. .43 SPARC
’ 0.57 recommend
nitrosediphenylsmine, N- 86-30-6 313 shake sk Bansrjee et ol (1980)
3.18 RP-HPLC Garst & Wibon (1934)
3.16 CLOGP
3.48 SPARC
216 recommend sversge 3 valuss.
pitrosodl-n-propytumine, N- 621447 L49 calculsted Mabuy et ol (1982)
138 calculated ASTER
131 ? US EPA (1992); RREL Treatability
: Datshaze
138 cLoGr
1.48 SPARC
1.40 recommend aversge of SPARC and CLOGP
computed values.
nitrosamethylethylamine, N- 10595-9%-6 138 HWIR ~ltersture” value
. 024¢ cLoOGP
000 SPARC .
.12 recommend average of SPARC and CLOGP
computed values
~mitrosopipenidine, N- 100-75-4 0.63 shaks fiask Hansch & Leo (1979) (from unpublished
work)
a3l CLoOGP
a2s SPARC
063 recommend
nitrosspyrrolidine, N- 930-85.2 0.19 shake fask Hansch & Leo (1979) (from unpublished

work)
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Summary of Measuivd, Culculated and Recommendced log K,, Values
Chemical - CAS g K, Method Refcrence/Comments
-0.25 CLOGP
029 SPARC
219 reconwnend
sobachior 3734-19-4 566 CcLOGP
657 SPARC
6.87 recommend should be approximately 0.5 log unin
sbove heptachlor.
octachlorostysrene 29082-74-4 6.29 RP-HPLC Veith et ») (1979b)
N/a cLoGP
7.60 SPARC
760 recommend » rough spproximstion for this
compound can be derived from che uninn
of pontachlorobenzene and
trichloroethyienc; to demonstrste the
usion of frapments, lng K. (styTene) =
log K., (benzenc) + log K. (cthylens) -
0.2S (adjustment for Joss of two protons
in union, or leg K__ (styrsns) » 2.13 +
1.13 - 0.25 = 3.01 (measured value =
2.95): snother example is bg K.,
(bexschlormbutadienc) = 2 log K,
(richlorvethylene) - 0.28 or log K, ~ 2
25-025=4.75 {observed 4.81). Log
K..(octachlorostyrene) = log
K, (peotachlorobenzene) + log
K..(trichloroethylene) - 0.25 or log K,_ =
$29+ 2.66-025=7.70.
octamethylpyiophasphoramide 152-169 .52 HWIR "Mterature” value
‘ Na CLoOGP
nes SPARC
0.52 recommend
pearathion 56-38-2 393 shake fask Briges (1981b)
i shake flask Medchem (1985) us cited ia Howard
(1991) .
k% }) shake flask Chion et 81 (1977)
. 3% shake flask Bowmun & Sans (1983)
outfier 3.4 shake flask Felsot & Dahm (1979) as cited in Suntio
et a) (1988s)
outlier 2.15 shaks NMask Jagian & Gunther (1970) as cited in
Ransch & Lan (1979)
3.4 cLoGP
3.70 SPARC
kR o recommwend sverage 4 valuex,
pemtichlorobeazene 603-93-§ 5.69 stirring meth. Bruggeman et sl (1982) (30 min stir)
. s$18 slow 3tir DeBruijn ct 81 (1989) :
s.03 pen col Miller et 01 (1984)
5.06 RP-HPLC-E Hammers <t ol (1982)
£20 shake flask Chiou (1985)
517 shaks sk Watarsl ct»l (1982)
- 4.94 shake flask Bansrjec ct 2l (1980)
outler 4.38 shake flusk Konemuna et al (1979)
outlier 612 RP-HPLC De Kock & Lord (1987)
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‘ Summary of Mcasurcd, Cskulated and Recommended log K,, Values

Chemical CAS g K, Masthod Reference/Commants
874 RP-HPLC Chin et ol (1986)
552 RP-HPLC Konemannw ct ul (1979)
539 RP-HPLC Veith ot 3l (1980)
s21 RP-HPLC Gearst (1984)
521 RP-HPLC Gars (1984)
€11 RP-HPLC Carst (1984)
£23 CLOGP
526 SPARC
526 recommand average vahe 1.7, 10-18
pentachinronitrobenzene 52-68-8 4.64 shake flusk Medchem (1985) as cited in Howard
*(19%)
418 ‘ HWIR “literatyrs™ velue
4.57 CLOGP
4.5} SPARC
464 recommend only measured value.
pentschlorophenol 87-86-8 sus RP-HPLC-B Xic ct o) (1934)
11 RP-HPLC Ceurst & Wilsoa (1984)
s08 RP-HPLC Miysks & Terada (1982)
501 RP-HPLC Veith ot 3l (1979))
outlier an RP-HPLC ’ Chin ot al (1586)
24 shake flask Schellenberg ct sl (1984)
518 shals fNask Suuriiosld & Vilnksels (1982)
- S12 . shake Nlask Yaguzhinsky (1973) as cited in Hensch &
Len (1979)
509 sbake Nask Jafvert of 8l (1990)
504 shake Nask Xie ot 8l (1984)
501 shuke Nask Hanach & Leo (1979)
outlier 4.06 shake flask Seockdale & Selwyn (1971)
outhier 329 shaks Nask Harnisch et 2l (1983)
- 432 CLOGP
£11 SPARC pK. 43¢
4.09 recommesnd sverupe of 14, 6-11.
pentachiorotoluene. 2.3,4.5,6~ 8577-13-2 . 836 CLOGP
: 197 SPARC :
597 recommend for this compound log K. 2 log K,
(pranachlorobenzenc) + frapment (CH, -
aromatic) = 529 « 0.6 = §.89.
phenanthrene 85-01-8 4.56 slow stir DeBruijn ct al (1989)
4.54 slow stir Stancil (1994)
437 slow stir . Brookes st al (1990) .
4.57 gen. ool Miler et ol (1935)
4.40 e ool U.S EPA (199]9)
457 shaks fluak KurickivofT ot al (1979)
453 shake flask Wang ot al (1986)
4.52 ° shaks Nask Eedsforth & Moscr (1983)
4.50 shake flask Medchem
outlier 430 shake Mask * U.S BPA (19%1¢)
.44 RP-HPLC-E Haflenschield & Tomlinson (1983)
442 RP-HPLC-R Hamuners et al (1982)
438 RP-HPLC-K Tomlinson & Hafkenschisld (1986)
446 RP-HPLC Veith et al (1972b)
145 RP-APLC Waupg ot al (1986)
448 RP-HPLC McDufMs 1981)

4.39 RP-HPLC . Chin ot al (1986)
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Summary of Mcasured, Cakulated snd Recommended log K, Valves

Chemical CAS log K Method Reference/Commants
outher 431 RP-APLC Radsferth & Mowcr (1983)
outlier <28 RP-HPLC Haky & Young (1984)
4.47 CLOGP .
4.57 SPARC S
488 recommend sveruge first 2 slow stir; consistant with
many of the shake Nask..
phenol . 108-95-2 151 shake Mlusk Usmneyams et al (1971) as cited in Haasch
' & Leo (1979)
1.53 sheke flask Kaoeman & Udelova (1973) as cited in
. Hansch & Loo
1.49 shake flask Kooeman (1972) & cited in Hansch &
Lee (1979)
1.8 shaks fiusk Hansch & Leo (1979) (from unpublished
work)
1.48 shake Nask Machicld er i (1972) as cited in Hansch
& Lo (1979)
1.46 shake Nask Pujies ot al (1966)
1.46 shake flask Brigg> (1981b)
1.42 shake Mask Stockdsle & Seheyn (1971)
1.46 RP-HPLC-E Minaick ot al (19885)
outller - 1.11 RP-HPLC-2 Hamwners et ol (1982)
outlisr 0.79 RP-HPLC-E Hafkenschield & Tomlinson (1983)
1.58 RP-HPLC Carst & Wikson (1984)
L54 RP-HPLC Miyakr & Terads (1982)
1.48 RP-HPLC Mirriess ot 5l (1975)
outlier 109 RP-APLC Hunal ot 21 (1981) (average 7 valucs)
outller 100 RP-HPLC Ladsforth (1986)
1.48 CLOGP
1.82 SPARC pK, 9.92
14 recomunend aversge valuc 1-9, 12-14.
phbeny) mvercuric acatate 62383 22 HWIR *litersturs” value
.71 CLOGP
. SPARC SPARC will aor currently ron
organemetaliics; the ‘HWIR® number is
consistent with the measurcd sohubilicy.
22 recommend
vheaylenedismine, m- 108-4S-2 0.0 HWIR “literature” value
: 031 cLOGP
0.2 SPARC pK, 5.20
a.08 recommend
phorsee 298-92-2 426 shake flusk Briggs (19810)
k § & shake flask Bowmaa & Sans (1983)
333 shahe flask Febsot & Dahm (1979) a3 cited in Suntin
ot al (1988a)
2.92 shake finsk Metwalf & Lu (1978) as cited in Reo &
Davidson (1980)
347 CLOGP
s SPARC
an recommend averags first 3 values.
photomirex 39981-144 4.54 CLOGP
2 SPARC - . '
s recommend sverage calculsted value
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Summauy of Mcasurced, Culculated and Recommended log K, Values
Chemical CAS log K, Metbhod Reference’/Comments
pronamide 13950-58-8 3.26 CLOGP3 Howard (1991)
3.86 CLOGP
3.4t SPARC
5] recomumend average of 3 calculsted values,
pyrene 129-00-0 5.07 slow sty Stancil (1994)
£18 g col Miller ot 5l (1985)
518 shake Nask KarickholTl et 2l (1979)
509 shake flask Mesas ¢t sl (1980); Hussent ot al (1980)
509 shaks flosk Wang ct sl (1986)
s.08 shake Nask Medchem
508 shake flask Elingwn & Stancil (1985)
outiler 453 shaks flask Hansch & Leo (1979); Medchem
: 49) RP-HPLC-E Hammess et al (1922)
489 RP-HPLC-E Tomlinson & Haflenschield (1986)
476 RP-HPLC-E Haflenschield & Tomlinson (1983)
352 RP-HPLC Rurkhard et al (1935)
sos RP-HPLC McDuffie (1981)
497 RP-HPLC Chin et a1 (1986)
496 RP-HPLC Rapasport & Kisenreich (1984)
s0s RP-HPLC Wang er »i (1986)
4.89 RP-HPLC Hanal et 21 (198]) (50% acetonitrile)
495 CLOGP
s310 SPARC '
S.11 recomynend sverage slow stir. gen. col, shake Nask
values.
pyridine 110-86-1 0.78 shake flask Ysh ot 2l (1976) as cited in Hapsch & Leo
(1970) :
0.66 shaks finsk Honsch & Leo (1979) (from unpublished
work)
0.65 shake flask Jwass et al (1965) as cited in Hapsch &
Leo (1979)
064 sbake fiask Hansch & Leo (1979) (from unpublished
work)
0.62 _ shaks flask Hsnsch & Leo (1979) (from wnpublished
work)
outlier 1.28 RP-HPLC Eadsforth (1986)
o RP-HPLC Carst & Wilson (1984)
0.66 RP-HPLC Mirriees et al (19795)
0.8 aversge 7 values
0.6¢5 CLOGP
0.66 SPARC pk, 5.00
0.67 rescommend averuge 5 shake flask values.
safrole 94-55-7 266 ) HWIR “fiterature” value
NIA cLoGgP
238 SPARC
366 recommend
wrychaine $7-24-9 1.93 shake Niask Hansch & Lao (1979) (from unpublised
. work) .
1.56 RP-HPLC Hufkenschield & Tomlinson (1983)
A3l cLOGP
2.25 SPARC .
1.93 recommend preferred method.
100-i2-8 3.16 shula fiask Bunerjee st al (1980)
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Summary of Measured, Calculsted snd Recommended log K, Vaiver
Chemical CAS _logK, Method Refercnce/Comments
298 shake flusk Hensch et 21 (1973)
.90 RP-HPLC Wang ot al (1986)
2.76 RP-HPLC Fujisawa & Musuhara (1981)
287 CLOGP
5 SPARC
294 recomunend average all 4 values
23,7.8-TCDD 11746016 642 slow stir Sijm ot 2} (2989)
6.63 slow stir Marpls ot ol (1986)
7.m RP-HPLC Burkbard & Kuchl (1986)
N/A CLOGP :
653 SPARC
653 recommend . sveraps 2 slow stir.
tetrachlorobentane. 1.2.3.4- €34-66-2 464 sow szir DeBruijn ct »i (1989)
4ss . oal Miiler of al (1989)
4.78 shalo-flask Bruggeman ct 3 (1982)
4.60 shaks flask: Chior (1985)
446 shaler flask Konemann «t 8] (1979)
outlier 437 shaks flnsk Watsral ot al (1982)
outler 441 RP-HPLC-E Hoemomers et sl (1982)
: 464 RP-HPLC Konemsnn st ol (1979)
outlicr 4.94 RP-TLC Pruggeman ¢t o) (1982)
463 cLoGP
464 SPARC
4.61 recommead sversge of 1.5, 8.
tetrachlorobenzene, 1,3,3,5- 634-99-2 4.66 siow siir DeBruijn et 2) (1999)
4.65 gon col Milier ct ol (1984)
468 shake Bask Lord et ») (1980)
4.59 shake flask Chiou (1995)
3.50 shake flusk Konemann ot al (1979)
4.36 shake flask Baperjee et 51 (1990)
45 RP-HPLC-E Hammers et ol (1982)
S.00 RP-MPLC Vaith et 8] (1980)
492 RP-HPLC Komemann ct ol (1979)
473 RP-HPLC Ganst (1984)
461 RP-HPLC Gorst (1984)
478 cLoGr
448 SPARC ]
4.67 recommend sveruge first 11 values.
tetrachiorobsaene, 1,2,4,5- 95943 451 2. col Miller ot 3l (1984)
60 slow stiv DeBruijs ot al 1989)
7 shake flask Chiou (1985)
45 shaha flask Wanaral ot 2l (15982)
452 shaks flask Kosemann et 3l (1979)
.70 RP-HPLC-R Tomlinsop & Hafkenschicld (1986)
452 RP-HPLC-E Hammers ot sl (1982)
4“0 RP-HPLC McDuffic (1981)
482 RP-HPLC Koosmann et »f (1979)
478 CLOG?
4.64 SPARC
4.64 recommend sverage of all 9 vatues.
petrachiorocthans, 1112 €30-206 3.03 eakcnlated Miller & Klein (1992) s cited in Mackay
et al (1993)
NIA CLOGP
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Summary of Measwred, Calculuted and Recommendcd bog K., Values

Chemical CAS oz K Method Reference/Comments
263 SPARC
263 recommend
retruchlorvetbane, 1,1,2,2- 79-34-8 239 shake flask Bunsrjes et a) (1980)
263 cLoGP
231 SPARC
239 recommend only messured value.
tetrachlorvethylene 127-18-4 238 shoke Nask Neely et sl (1974)
260 shaks fusk Kenags (1975) as cited ip Chioy et s}
lol 24
25 shake Niask Banerjee ot al (1980)
3.50 RP-HPLC-E Brooke et sl (1986)
7 RP-HPLC Brook: <t ol (1986)
267 RP-HPLC Veith ot al (1980)
298 average all 6 values
3.48 CLOGP
2.65 SPARC
267 recommend average J shala Nask values.
toloene 108-88-3 379 slow stir DeBruijs ct 21 (1989)
- 263 slow stir Brooke et al (1990)
268 gen. eol - Tewari ot al (1982)
268 . col Shast & Marfire (1987)
238 shake flask Tichy (1974)
278 sbuks flask Medchem -
73 shake fask Hanxch & Lso (1979) (from unpublished
work)
2.69 shake Oask Fujita et 2l (1964)
b &} | shaks flask Banerjce ct sl (1980) :
k& | RP-HPLC-E Temlinson & Hafkenschicld (1988)
273 RP-HPLC-R Hamumers ot al (1982)
an RP-HPLC-E Harnisch ot 8l (1983)
172 RP-HPLC-E Garst (1989)
2.7 RP-HPLC-E Hafkeaschicld & Tomiinson (1983)
270 RP-HPLC-E Garst (1984) '
2.66 RP-HPLC-E Goerst (1984)
2.65 RP-HPLC-E Harnisch et al (1983)
3.0 RP-HPLC Eadslorth (1986)
3.00 RP-HPLC De Kock & Lord (1987)
3.9 RP-HPLC Viith et al (1780)
297 RP-HPLC MzcDufflle (1981)
.54 RP-HPLC Konemsun et al (1979)
2.3 RP-HPLC Rapaport & Lbenrich (1984)
284 RP-HPLC Halky & Young (1984)
278 RP-HPLC Burkhard ot 2] (1985)
nm RP-HPLC Hsansi ot ol (1981) (averape 7 values)
2.65 RP-BPLC Waslk et a} (1985) as cited in Maclay et
o1 (1992)
262 RP-HPLC Miyska & Terada (1952)
2.51 RP-HPLC Koapmans & Rekker (1984)
2.5 RP-RPLC Eadslorth (1986)
2.64 CLOGP
2.7% SPARC
278 recoiumend average all 30 vulvex
toluene-2.4-dhmine 95-38-7 316 HWIR “litersture”™ valuc
0.34 CLOGP3 Howard (1991)
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Summury of Messured, Calculated and Recommended log K, Values

Chemica) CAS Jog Ko Method Rufersnce/Comments
0.34 CLOGP
0.7 SPARC . pK, 540
030 recommend sverage compuied value: cakulations
should be rulinble for this compouad.
toluidine, o- 95-53-4 1.9 shakr flusk Schul ot a) (1970) as cited in Hansch &
Leo (1979)
132 shaks flask Hanxch & Lao (1979) (from wapublished
work)
1.29 shube flask jchikaws et ol (1979) as cited in Hunsch
& Leo (1979)
outlier 1.3 RP-RPLC Veith et al (197%)
1.36 oGP :
138 SPARC pK, 4.60
1.34 recomwmend sverspes of 3 shake flask values,
wividize, p- 106-49-0 10 shake flask Tichy (1974)
13 shaler Nask Fujien ot al (1964)
139 . shuks flask Schultz et 81 (1970) as cited in Hunsch &
Las (1979)
outlicr 1.5 RP-HPLC.E Heflenschield & Tomlinson (1983)
142 RP-HPLC Haky & Young (19504)
1.4 aveTage - all § values
141 CLOGP )
1.50 SPARC pK. 520
140 recommend averuge of 4 values
oxaphens 3001-38-2 550 shake flask? Medchem (1985) o3 cited in Howard
(151
46 shake Mask Ellington & Stancil (198%)
outlier 323 shake Rlusk © Metcalf & Lu (1978) as cited in Rao &
Davidion (1980)
outtier 3o shake flask Paris ot al (1977) as cited in Suntio ot »f
(1988) .
433 CLOGP
$.56 SPARC ' :
550 recommend top shake flasic: SPARC caleniated value

for octachlorocamphene is 6.10—mixture
components range from 4.30 - 6.10.

wichlorohenzene. 1,2.3- 876146 4.14 slow stir DeBruijn ot 2l (1989)
404 shake flask Mitler ot al (1984)
434 shake Nask Chieu (198S)
411 shake NMusk Keacemaon et sl (1979)
405 shaks Oask Wataral ot ol (1983)
kS RP-HPLC-E Hammers ot ol (1982)
16 RP.-HMLC McDuiTle (1981)
39 RP-HPLC Kooemans et al (1979)
4.04 CLOGP
398 SPARC
4.0 " recommend sverage of slow stir, gen. col, shule f!
values,
trichlorobenzane, 1.2.4- 120-82-1 4.0 show sir DeBruijn ot al (1989)
398 A col o Miller ot al (1984)
4.16 shake flatk Ellingson & Stancil (1989)
109 shake Nusk Radsforth & Moscr (1983)

4.02 shuke flask Chiou ct 8} (1982): Chiou (1985)
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Summary of Mewsurcd, Culculuted and Recommendaed log K., Values

Chsmica) CAS lop K, - Method Reference/Comments
3.97 sheke Nask Watarsl et 3l (1982)
393 shuke fluyk Kovemsnn et 2l (1979)
3.8 shake Nlask Means ot sl (1980) .
4.13 RP-HPLC-E Tomlinson & Hafkenschickt (1986)
3.9¢ RP-HPLC-K Haouners ot ») (1982)
423 RP-HPLC Veith et al (1979b)
422 RP-HPLC De Kock & Lord (1987)
421 RP-HPLC Esdsfarth & Maser (1983); Eadsforth
(1988)
416 RP-#HPLC McDufMe (1981)
412 RP-HPLC Kosamagun et al (1979)
316 cLoGP
5 SPARC
4.0 recommend averape of 8 slow stir, gen. col, shake
- Nask values.
trichlorobenzsns, 1.3,5- 108-70-3 4.19 slow gtir DeBruijo et 8l (1989)
4.02 gea. col Miller et 3} (1984)
431 shake flask Chisu (1985)
4.19 shake fask Wataral ot al (1982)
418 shaks flask Kosamaoa st sl {(1979)
417 RP-HPLC-E Hammers ct ul (1982)
4.49 RP-HPLC Konsmaaa et al (1979)
4.28 cLoGP .
397 SPARC
417 recommend averags of slow stir, gen. col, shaks Nask,
) RP-HPLC-E
trichlorvctbane, 1,1,1- 71-55-6 2.47 shake Nask Banerjoe ot al (1580)
' 249 “shukn flask Hansch & Leo (1979) (from unpublished
work) .
.48 cLoGP
281 SPARC -
248 recommend average of 2 shake flask values.
erichloroethane. 1.1.2- 79-00-5 2.07 CLOGP3 Medchem (1985) as cited in boward
(1991) .
208 cLoGP
203 SPARC
2.08 recommend average computed vajue
trichloroethylene 79-01-6 153 gen col Tewari et al (1982)
314 shake flask Harnisch et 21 (1983)
261 shalks flask Chiou & freed (1977) as cited in Mackay
ot 21 (1993)
242 shake flask Banerjee i sl (1980)
2.67 RP-HPLC-E Harnisch ct al (1983)
2.56 RP-HPLC-R Harnhch ot ul (1983)
b X . RP-HPLC-E Tomlinsoa & Hafkenschicld (1986)
2.86 RP-HPLC McDuffic (1981)
.84 RP-HPLC _ Eadsforth (1986)
67 RP-HPLC Harpisch ot al (1583)
2.68 RP-HPLC Haky & Young (1984)
156 RP-HPLC Harnisch ot 2l (1983)
.63 cLoGr ’
270 SPARC *
17 recommend sverngs first 12 valyes
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Summary of Measured. Calculated and Recommended log K., Values

Chemical CAS log K, - Method Relerence/Comments
trichlorofluoromatbune 154694 29 shake NMask Hansch st al (1975)
244 cLOGP
2.58 SPARC
283 ‘ recomymend oaly maasured value,
wrichiorophenol 2.4.5- 95-95-4 4.19 shaks flask Shelicnherg ot 3] (1984)
410 shale flask Xie ot 2] (1984)
h® ) shake Nask Sasrikosld & Vilukaels (1982)
3.72 shaks flask Havsch & Leo (1979) (from unpublished
work)
3.96 RP-HPLC-E Xie ot 2 (1984)
3.63 RP-HPLC-E Hammers et 2l (1982)
outlisr 29 RP-HPLC Veith et al (3979%)
iss cLOGP
3.88 SPARC pK.6.83
3.9 racorenend aversge of § values.
trichlorophenol, 2.4.6- 23462 405 shalx Nask Yaguzhinsky (1973) »» cited in Honsch &
' Lee (1979)
4.03 shajxn flask Sserilasid & Vilukeela (1952)
3.78 shakr flask - Xie ot al (1984)
in shaks flask Shellenberg et al (1984)
h WS shakr Nlask Hensch & Leo (1979) (from unpubli
work)
362 abake flask Stockdale & Sciwyn (1971)
369 RP-HPLC-E Xie ct a] (1984)
3.4 RP-HPLC Miyaka & Terada (1982)
3.2y RP-HPLC Chin 1 81 (1996) )
37 CLOGP
3.66 SPARC pK, 595
3.7 recommend average sk 9 vulues.
trichloropbenoxyscetic acid, 2,4,5- 93-768 331 sbaie flask _Jufvere ot 2l (1990)
bR+ shaks flask Maedchem (1935) as cited in Howard
(1991)
400 shake flask Keoaga & Goring (1930) (from
unpublisbed work)
331 CLOGP
330 SPARC pK, 2.37
33 recomunend selecrwd shuke flask value.
trichloropbenoxyprepionk scid, 2.4,5-  93-72-1 3ae shake flask Medchem (1985) as cited ia Howard
’ 19)
362 CLOGP
ise ‘SPARC pK, 2.95
bR} recosmmend ‘only messured value
trichloropropane, 1.2.3- 56-184 228 mensured Wang et 8l (1992) as cited i Mackay et
sl (1993) '
163 calculaed Kouncmann (1981)
336 calculuted Wang ot al (1992) »3 cited in Mackay et
al (1993)
1.98 CLOGP
29 SPARC
228 recommend only mesasured value
wvichlorotolusae. 2.3,6- 2077-36-5 493 cLoGP
: 483 SPARC
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Summury of Measursd, Calculated and Recomunended log K. Values

Chemical CAS g K Method Reference/Comments
433 recornmend sverage calculnted vajue
trichlorotolusne. 2.4.5- 6639-30-1 3 RP-HPLC Koncmann et 2l (1979)
493 cLoGP
483 SPARC
4.53 ‘recornmend sveruge culculated value; for the lost rwo
: compounds log K, = bog K, (1.2,4
trichlorobenzene) + frugment (CH,
(urumuetic)); hecause the methyl is
wdjucent to apother group the fragment
constant will be slightly grester thun 0.6
which applics tn iselnted metbyls:
thersfore. Jog K, 2 4.01 + 0.6
trichioro~1,22-triflvoroethane, L,1,2- 76-13-1 .16 RP-HPLC-E McDufTe (1981)
329 - CLOGP
) SPARC
16 recomunend only mewsured value
erinitrobenzne, 1,3,5- (sym-) 99-35-4 118 shake fluxk Hansch & Lev 91979) (from uapublished
work)
1.37 cLOG?
1.3 SPARC
1.1 recowymend only manyured value
tris(23-dibronwpropyl)phospbate 126-72-7 3.5 HWIR “Merature” vajus
' ' 3.8 CLOGP
4.60 SPARC ,
8 recomwwnd CLOGP & more reliable than the current
vorsion of SPARC for this compound.
vimyl scerate 105-05-3 [ WA shake fMask Medchem (198S) as cited ip Howard
991)
e21 RP-RPLC Fujisawa & Masuhars (1981)
' ¥4 CLOGP
v SPARC
w73 recommend preferred method.
viayl chloride 75014 136 culculeted ASTER/GEMS
. 123 calculated Mabey st ol (1982)
LS2 CLOGP '
1.43 SPARC
1.50 recommand aversgs of SPARC and CLOGP
cakulstions.
xylepe, 0= 98-37-6 kR k) gen. col. Tewsri et ol (1982)
312 shake flask Hansch & Leo (1979) (from unpublished
work)
outlier N shalz ik Tichy (1974)
k81 RP-HPLC-E Hammers ot al (1982)
18 RP-HPLC-L Gerst (1984)
outlier 254 RP-HPLC Eadsforth (1986)
327 RP-HPLC Haky & Young (1984)
.04 RP-HPLC Eadsforth (1986)
01 RP-HPLC. Koopman & Rekker (1984)
i sverage - all 9 values
i sverage 7 values
309 CLOGP
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Summary of Messured, Cukulsted and Recommended log K., Values
Chemicsl CAS log K, Method Reference/Comments
14 SPARC
113 recommend sveraps of first I values
rylenc, m- 10838-3 3N gen- col Tewari (1582)
120 shals flask Ticby (1974)
329 RP-HPLC-E Hammers et 81 (1982)
3 RP-HPLC-L Gerst (1984)
outller 168 RP-HPLC Redsiorth (1988)
outlier 7 RP-HPLC Haky & Young (1934)
32 RP-HPLC Eadsforth (1985)
1 RP-HPLC Koopmans & Reldker (1984)
129 avenage sll 8 values
3.32 sverage Svalves
314 CLOG?
20 SPARC .
320 recommend sverugs of first 2 values.
1ylene, p- 106423 k91 gea. ool Tewsri (1982)
a1s shake flusk Tichy (1974)
329 RP-HPLC-R Garst (1984)
328 RP-HPLC-E Hammers etal (1982)
313 RP-HPLC-R Haflkenschield & Tomlinson (1983)
ontiier .68 RP-HPLC Radsforth (1986)
cutlier 33 RP-HPLC Haky & Young (1984)
32s RP-HPLC Hangi et 8l (1981) (avg S values,
: differing % scetonitrile)
als RP-HPLC Radsforth (1986)
313 RP-HPLC Koopmans & Reldker {19849)
326 sversge all 18 values
20 sversge 8 values ,
k8§ T CLOGP
19 SPARC
317 recommend sverage of first 2 values.

INote: Unless otberwise poted 3ll mcusured dats were mplld by ﬁobcn Truesdsie of RTL. Roubert Truesdale also offered
commants/recommendations vn messured data; with few exceptions, our recommendations are consbtent with his.

Note: No version number hes beon assigned to the SPARC Praperties Calculator 809 therefore, future estima tion of the log K, velues for these

<ampounds msy vary.

<
]
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Sununary of Measured Calrulated and Recommended Ing K, Valucs

shake flask

Chemical CAS 4.9 Method Referencc/Cumments
acenapthene 63-32-9 392 shekz Nask Banerjee ct 2l (1980)
gr. 72 392 gen. col Miller et »} (1985)
aterey it 4.49 RP-HPLC Vaith et al (1980)
433 RP-HPLC Chin ct 5l (1986)
4285 average al) valuss
3.7 CLOGP (Vsnion 3.4 udirss otherwise noted)
401 SPARC
392 recormmcnd sverugs gen. col, shake fask
scetone £764-1 .24 shake flask? Medcham (1985) a3 cited in Howard
(1991)
: £.21 CcLoGP
424 SPARC
4.24 recommend
scetonitrils 75-05-8 034 shake flask Hanxch & Anderyon (1967)
0.39 CLOGP
033 SPARC
034 recommend
scetopbenone 98-86-2 .72 shake flask Chapman ot al (1972) ns cited o Hansch
: & Leo (1979)
L6S shalo flask Hoblmes et 3K1976) ws cited ip Hansch &
Leo (1979)
1.58 shake fNask Brigrs (1981a)
158 shaks flask Fujita ot ol (1969)
1.87 RP-HPLC-E Minnick ot al (1938)
1.12 RP-HPLC Eadsforth (1986)
L RP-HPLC Henasi et al (1981) (sveragy 8 values,
different % scotonitrils)
1.68 RP-HPLC Garst & Wilson (1984)
4 1.63 RP-HPLC Haky & Young (1984)
1.56 RP-HPLC McDufTie (19381)
1.56 RP-HPLC Miyake & Tersds (1982)
1.64 aversge sversge of 11 values
1.58 CLOGP
1.5 SPARC
163 recommend sversge of 1] velues.
acrolein 107-02.8 0.90 shake flask Veith ot al (1980)
-0.01 Medchem
0.16 CLOGP
.04 SPARC
4.0 ‘recommend scrolein will partially hydrsts; 0.04 is
unhydrated specics.
scrylamide 79-06-3 .67 shake flask Medchem (1935) as cited in Howard
’ : (1989)
-1.2¢ RP-HPLC Tujisawu & Mausvhsra (1981)
0.61 CLOGP
-1.10 SPARC for parcnt specics; compound hydrelyzes
-0.96 recommend average mensured vajue.
acrylonitrile 197-13-1 1.20 shaks fnsk Veith ot 3] (1980)
-0.92 Collander (1951) as cited in Hansch &
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Surmunary of Measurcd. Calculated snd Recommended log K, Values

Chemical CAS op K, Method ReferenavComments
Leo (1979)
035 shake fissk Medchem (1985) as cited in Howard
(1989)
0.29 CLOGP
027 SPARC for psreotspecices; compound
photaxidizes ie water.
0.25 recommend messurenests inconclusive.
sldrin 3J05-08-2 6.50 slow stir - DeBruijn ct ol (1989)
11 shalx flask Elingtoo & Stancil (1988)
7.40 RP-TLC Brigps (1981b)
7.50 RP-TLC Lord et »l (1980)
s shubs flask ENington & Stanci (1989)
541 CLOGP
6.49 SPARC
€50 recocwwend messurement by preferred mathod.
allyl chloride 107-08-1 1.45 HWIR “literatore vajue™
1.5 CLOGP
1.68 SPARC
LeS recommend
=mniline 62-53-3 0.94 slow stir Brooks et el (1990)
0.94 slow 3ty DeBruijn ct ul (3589)
1.88 shaks flask OECIDVELC as cited in Harnisch ot ol
(1963)
ass shake flask Tichy (1974)
0.93 shake flask Rekker (1977) as cited in Kovemann et sl
Q197"
0.99 shake Mask Fujits et 8l (1964)
.90 shake flask Shulz et 5l (1970) as cited in Hansch &
Lew (1975)
0.8 shaks flask Usneyams et 3l (1971) as citad in Hansch
& Lea (1979)
outler 134 RP-HPLC-R Furnisch o al (1983) (ulky] bensenes)
entiier 1.27 RP-HPLC-E Harnisch et 5l (1963) (reference
’ suhstunces)
outlier 124 RP-HPLC-R Hafkeaschield & Tomlinsoz (1983)
a.%0 RP-HPLC-B Hammers et a] (1982) .
LOS RP-HPLC Habsasi et sl (1981) 0% aceronierile)
1.08 RP-HPLC Eadsforth (1986) (compound groups)
0.96 RP-HPLC Carst & Wikon (1984)
054 RP-HPLC Haky & Young (1984)
091 RP-HPLC Kosemana ct 3l (1979)
090 RP-HPLC Mixrices et 8l (1976)
outicr 1§ RP-HPLC Radslerth (1986) (all compounds)
outller .78 RP-HPLC Cein ot ul (1988)
outier 0.8 ? Yokota (1988) as cited in Saito ct ul
(1993a)
0.98 average sl 21 vaiues
a92 cLoGP
1.00 SPARC pK, 4.76 (sl PK, vuiues cakulsted by
SPARC)
098 recommend

»
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Summury of Messurcd, Cakeulated snd Recommended log K., Valucs

Chemical CAS g K, Method Refercnee/Comments
antbhracenc 126-12-7 453 pon- col Miller «t s} (1985)
.53 sheke Nask KarickbofT ot 5l (1979)
4.50 " RP-HPLC-E Tomliinsoa & Hefksaschicld (1983)
4.45 RP-HPLC-R Hafkeoschield & Tomlinson (1983)
4.45 shake flask Medchem
4.59 RP-HPLC.E Humimers et o} (1982)
420 RP-HPLC DeKock & Lord (1987)
4.69 RP-HPLC Eadsforth (1986) (compound groups)
4.63 RP-HPLC Wang et sl (1986)
5 RP-HPLC McDuf(le (1981)
4.51 RP-HPLC Budsforth (1988) (sll compounds)
4.45 RP-HPLC Rapaport & Lisearvich (1984)
444 RP-HPLC Hanai et al (1981) (50% acetenitrik)
outlier 345 RP-HPLC Vaith ef a} (1979%)
.49 CLOGP
4.5 SPARC
4.55 recommend average of firsc 13 velues
benzene 71-43-2 219 slow stir DeBruija et al (1989)
13 gea col Miller et ai (19849)
218 shake Nask Hansch & Leo (1979)
218 shale Nask Ticby (1974)
214 shake fMask Rekker (1977) a3 cited in Konemann et al
(1979)
213 shake Neak Fujita et al (1964)
211 shaic fask Karickheff «t 21 (1979)
10 shuke flask Platford (1953) as cited in Mackay ct a]
(1992)
212 sbake Nlask Banerjos ot 2] (1980)
113 RP-HPLC-E Harnisch ot al (1983)
a2 RP-HPLC-R Halkeaschbicld & Tomlinson (1953)
2-20 RP-HPLC-L Haouners et 3 (1982)
218 RP-HPLC-E Garst (1984)
1 RP-HPLC-K Harnbch « al (1983)
2.06 RP-HPLC-E Garst (1984) °
201 RP-HPLC-E Gurst (1984)
193 RR-HPLC-L Garst (1984)
2.50 RP-HPLC Doucber: & Andren (1988)
2.48 RP-HPLC Eadsforth (1986)
148 RP-HFLC Swann et 3l (1983)
243 RP-RPLC McDufMle (1981)
3 RP-HPLC Veith ct ol (19792)
234 RP-HPLC Koncmagnn ef 2] (1979)
233 RP-HPLC Chia st al (1968)
228 RP-HPLC Haky & Youang (1584)
226 RP-APLC De Kock & Lord (1987)
2258 RP-RPLC Rapaport & Eliscarcich (1984)
218 RP-HPLC Miyske & Terada (1982)
213 RP-HPLC Veith ot 0l (1980)
X (] RP-HPLC Hunai ot al (1981) (20% scetonitrils)
1.93 RP-HPLC Koopmans & Rokker (1984)
1.83 RP-HPLC Eudsforth (1986)
219 avenuge ol 33 valnes
213 avurage 10 slow stir, gen. col, sheke finsk values)
212 sverage 8 RP-HPLC-E valucs
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Surmmary of Measured, Calculated and Recommended log K, Values
Chemicul CAS log K., Method Reference/Comments
226 average 1S RP-HPLC values
214 CLOGP
213 SPARC
2.13 recommend sverage 18 slow stir, gen. col, shake Naslc
RP-HPLC-E vslues
benzidine 92.87.5 134 shaix flask Konemann (1971) as cited in Hansch &
Leo (1979)
1.66 shake flask Means (1930)
1.58 CLOGP
1.70 SPARC pK, 4.63: all pK valucs estimated by
SPARC
1.66 recommend .
beazo(m)anthracens 56-58-3 579 shalm finsk Medchem
561 shake flask Steen & KarickholT (1979)
879 RP-HPLC * Wang et s (1986)
outher 4.00 RP-HPLC-E Brooks st ) (3986)
outlier 500 RP-HPLC Broake st 3] (1986)
_ 5.66 CLOGP
567 SPARC
[ %4 ] recexwnend sverage sbeke flask value
benzo(b)flsoranthene 205-99-2 579 RP-HPLC Wang st 3] 1986)
6.40 (secondary) Bayona ¢t ol (1991)
6.12 cLoGP
€27 SPARC
620 recommend po reliable measurcement; sverage of
SPARC and CLOCP: also, for pna’s, the
eatacondensed C_H, unit gencnally
contributes approximately 1.1 log units to
log K__; for this compound log K,. = log
K. (Meranthene) > Ll orS12+ 11 =
€23
benzo(K)flvoranthene 207.08-9 612 CLOGP
6.27 SPARC
620 recommend average of SPARC sod CLOGP: the
estimation algorithm for the previous
compuund applies here aba
bensvic acid 65-35-0 1.87 shake flask Fujita ot nl (1964)
1.82 shaks flask Deardea & Bresnen (1988) (pH 3 buffer
4)
1.81 shaka flusk Hansch ot ul (1973)
outfler 203 shuks flask Lu & Matcslf (1975)
outier 133 RP-HPLC-R HsfNenschisld & Tomlinson (1983)
outtler 218 RP-HPLC Gurst & Wilsos (1984) ’
.198 RP-HPLC Miysks & Teradu (1982)
1.97 RP-HPLC Haky & Young (1984)
1.36 average sll 8 values .
. 1.87 CLOGP
.57 SPARC pK, 397
1.86 recommaend sverage of $ vajues
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Summary of Mearured, Cslculuivd and Recommended log K, Values

240

SPARC

Chemical CAS lop K Method Reference/Commens
benao(ghi)perylene 191-24-2 663 shake flask Madchem
6.63 RP-HPLC Wang et sl (1986)
7.08 RP-HPLC Rapaport & Eisenrvich (1984)
658 CLOG? .
6.75 SPARC
6.70 recommend sverups of shabx flak. RP-HPLC is 6.77;
average calculution s 6.67.
beazo(a)pyrene $0-32-8 $98 gon col Miller ct a1 (1985)
64 shake Nask Stren & KarickbolT (1979)
6.04 shaks flask Mbadchem
6.00 sbake Nask Malloo & Harrisaa (1984)
.99 shake Mask Malioa & Harron (1984)
outlier 6.42 RP-WPLC Rsppaport & Eucnreich (1983)
624 RP-HPLC Hapal et 3K1981) (G0%% solvent values)
6.06 cakulaved Wany et al (198€)
6.04 RP-HPLC Weng ot al (1986)
612 CLOGP
610 SPARC
6.11 recoswosod sverage of § meusured values.
“wnzyl alcobol 100-51-6 1.10 shake flask Beiges (19819)
it 1.10 shaies flask Haasch & Leo (1979) (from vapublished
work)
1.10 shake flusk Fujita et al (1984)
outlier 0.57 shuke finsk Takeds et al (1971) as cited in Hansch &
Leo (1979)
1.18 RP-HPLC Huly & Yousg (198¢)
1.06 RP-HPLC Eadsforth (1986)
103 RP-HPLC Hasei ct st (1981) (averugs 8 values,
aiffereat % ascetonitrile)
.22 RP-HPLC-E Hammers ¢t al (1982)
1.11 aversge sversgs 1-3, 5-8
110 CLOGP
1.18 SPARC
111 recommaend
bis(2-chloroethyl) cther 111-44-4 1.29 shabe fluvk? Medchemn (1985) ax cited in Howurd
(1991)
1.12 shake flask Vaith et 8l (2980)
.21 sverage average 2 values
1.0 CLOG?
110 SPARC
1321 recommend
easyl chloride 100-44-7 230 shaks flask Kuribars et 2] (1973) as cited in Hansch
Calpba<chlorvtoluene) & Leoe (1579)
370 CLOG?
238 SPARC
230 recommead
“.amS(2-chiorobopropyDether 39638329 2.5 HWIR “linrature” value
diichleroisopropyl ether Not Avuilsble NA cLocr
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Summary of Messured, Calculated and Recommended log K, Vaiues

Chemical CAS logiC, Moerbod Reference/Comments
258 recommend
bromodichloromethane 75-27-% 20 calculsted ASTER
158 cskulsted? Calishup ot ai (1979)
210 eakulated Mabey ot 0l (1982)
N/A CLOGP
214 SPARC
219 recommended
bromoform 7%-28-2 r ) calculated ASTER
3 cakuised Mabey et »l (1982)
330 calculated US EPA (1992): RREL Tresisbility Dats
Base
237 CLOGP
230 SPARC
235 recommend
4-bromophenyl phenyl ether 101-55-3 S24 CLOGP
489 SPARC
300 recorrunssd average calculstion is 5.06; for *smul)’
organic componnds (voleme < 250
cc/mole) the fragmment Br(sromstic)
contributes approximately 0.3 to Jog
Kow; for this compound log K » log ...~
(diphenylether) + 08 or 4.2+ 08> 50,
butago(NOS) 089 shuks flask? Hansch & Leo (1979) (from uapublbhed
work)
ass shake Nlask? Hansch & Leo (1979) (from uzpublished
work.) - .
088 sheks flask? He ot al (1977) as cited in Hanxch & Leo
1979)
.50 RP-HPLC Hanel et al (1981(average 6 vahues,
dilfervoat % scatonitrile)
butapol, 1- 71-36-3 09 RP-HPLC-E Hafkenschicld & Tomlinsoa (1983)
(a-butyl alcohol) o7 gen. cal Schent & Martire (1987)
o gon. col Tewari ot 2l (1902)
052 cCLOGP
u.ye SPARC .
0.88 recommend average of 7 velues.
Dbutsmol, 2- 78-92-2 061 shuks flask Hunsch & Anderson (1967)
sec-buty! skobol) e CLOGP
.58 SPARC
a6l recommend
Butyl benzyl phthalase 85-68-7 a7 shake flask Gledhilt et »1 (1580)
. 4.9 shake flask Leyder & Boulanger (1983)
outlier 4.95 shuke flask Vaith ot ul (1580)
418 RP-HPLC Vaith ot =) (1980)
97 RP-HPLC McDuflle (1981) ,
187 RP-HPLC Roward t 2] (1989) %
3 ? Hirxy ot al (1978) a3 cited in Callsban e/
o1 (1979)
484 CLOGP )

<
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Summary of Measurcd, Calculuted and Recommended log K, Values

Chemical CAS log K, Method Refersnce/Comments
5.02 SPARC
434 recommand sverage of Wp twe shaks flask values .
butyl-4,6-dinitrophenol, 2-sec 53-85-7 3.14 slow stir DeBruijn et 8] (1989)
(Dinasch) wm RP-HPLC Klein ct sl (1988)
3.73 CcLOGP
3.04 SPARC
3.14 recommend preferved method.
carbazole 86748 in shake Mask? Hansch & Leo (1979) (from unpublohed
work)
3.76 shake Nask? Hsansch & Leo (1979) (from unpublished
work)
3.29 shoke flask Rogers & Csmmnrata (1969)
n RP-HPLC Eadsforth (1986)
a.s2 cLOGP
159 SPARC
3.59 recomemend sverage shake (lask
carbon disulfide 75150 216 ? US EPA (1992); Verschueren (1983)
1.84 ? Verschueren (1933)
N/a - CLOGP
2.16 SPARC
2.00 recosenend swverage litersture’ values
carbon tetrachloride $6-23-5 273 shaks flsk Baperjee ct 5l (1980)
2.64 shake NMask bto'lll(“‘".)udhdhﬂed)ﬂll
(1979)
28 shaks flask Hansch & Leo (1979) (from unpublished
work)
3.10 RP-HPLC-E Tomlinson & HsMsaschield (1986)
274 RP-HPLC-L Hafkenschisld & Tomlinson (1983)
294 RP-HPLC McDuille (2931)
20 RP-HPLC Badsforth (1986)
in svergs 2l 7 measured values
288 CcLOGP
273 SPARC
2713 recommend averape 3 shake flask. RP-HPLC-L
chlordane 57-145 .m * shuke (lask Ellington and Stancil (1987) cis isomer.
641 shrke flask Ellington snd Stancil (1987) trans bomer.
6.00 RP-HPLC Velth et 8l (19790)
550 CLOGP
6.40 SPARC trans isomcr.
€12 recommend the comymercial product is s mixture of
momers; for any application desling with
the P or trans isomer, 6.40 should be
used.
<hloroaniliae, 4- 106-97-8 1.88 slow stir DaBruijn et sl (1989)
1.83 shake flask Hebner et al (1988) as cited in Minnick et
s} (1987)
10 shake flosk Hansch & Lo (1979) (from unpublished
1.81 shake flask Tichy (1974) -
203 RP-HPL.O-E Hammars ot al (1982)
2.0l RP-HPLC-E Minpick et o) (1988)
1.31 RP-APLC-L Halkenschblelld & Tomlinson {1983)
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Chemiaal - CAS lor K, Method Reference/Commemnts
1.58 RP-HPLC Gant & Wilson (1984)
1.57 RP-HPLC Koaemaunn st sl (1979)
191 cLoGP
1.88 SPARC - pK 403
1.88 recommend aversge Ist oins values
chlorobenzene 108-90-7 - 290 slow stir DeBruijn et al (1989)
2.78 slow atir Brooks st sl (1990)
2.34 sbaks flusk Fujita et al (1964)
.98 gra col Tewart ¢1 al (1982)
284 shaks flask Hansch ot »l (1963)
outher 146 shake Nask Tichy (1974)
b RP-HPLC-E Carst (1984)
20 RP-HPLC-E Hamemers ot 2} (1982)
281 RP-HPLC-E Garx (1984)
08 RP-RPLCE Temnlinson & Hafkenschicld (1986)
17 RP-HPLC-E Hafkenschield & Tomlinson (1983)
27 RP-HPLC-R Carx (1983)
suthier 379 RP-HPLC? Veith st al (1979b) frum Call & Brook
(1977) (vopab.)?
3.00 RP-HPLC De Kock & Lord (1987)
294 RP-HPLC Miyaks & Terads (1982)
89 RP-HPLC McDuiTie (1981)
284 RP-HPLC Ksoemann st 2] (1979)
134 RP-HPLC Mirtioss ot 2l (1975)
280 RPM-HPLC Haly & Young (1984)
79 RP-HPLC Hanal ct »l (1981) (30% scetonitrile)
130 shuks flask Voice o 2l (1983)
2.86 average 19 values (measurements 1-5,7-12.13-20)
188 aversgs 6 RP-HPLC-E values
257 sverage 7 RP-RPLC values
236 CLOGP
2.30 SPARC
286 recommaend aversge of 6 slow stir, shuka flask, gen.
col values
chiorobenztiste $10-15-46 386 RP-HFLC Saito ot al (19933)
436 CLOGP3 Howard (1991)
436 CLOGP
440 SPARC -
438 recommend
<chioro-1,3-bumadiene, 2+ 126~99-3 203 shale flnsk Madchem (1985) as cited in Heward
(1989)
213 SPARC )
2.08 recommead
<hlorodibromomethsne 124-48-1 23 calkculated ASTER
2.09 calculated Callshan et al (1979) as cited in Suntio et
al (19%%)
2.2¢ caleuland Mabey ot al (1982)
223 CLOGP
213 SPARC
217 recommend sverape caiculsnd value
chkroform €7-66-) 1.97 shake flrslf Hanmsch ct 8] (1988)
1.94 shake flask Hansch & Leo (1979) (from uapublished

work)
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Summary of Measured, Cakuistad and Rocomumended log K, Velues

Chemical CAS log K, Method Referenca/Comment
214 RP-HPLC-E Tomlinson & Hafkenschicld (1986)
1.90 shake flask Banerjes ot al (1980)
1.87 RP-HPLC-E Hsfkenschicld & Temlinson (1983)
outtler 3.04 RP-HPLC Eadsforth (1986)
104 RP-HPLC Haky & Young (1984)
181 RP-HPLC McDulTle (1981)
1.94 svenge 3 shake flask values.
198 cLoG?r
19 SPARC
L92 recoswnend sverage 7 valuex
chloropbenol, 2- 95-57-8 219 shaks flask? Hansch & Leo (1979) (from unpublished
work)
217 shake flask? Machicid o1 1 (1972) as cited in Hansch
& Lea (1979)
216 shake fiask Bunerjee ot a1 (1980)
218 shaker flask Fujien ec sl (1964)
212 sbals Nask Kosemnpnn & Maksrove (1974) a3 cited
in Hansch & Leo
2.11 sbhake flask Stockdaic & Selwyn (1971)
212 RP-HPLC-E Hammers ot ol (1982)
232 RP-HPLC Chis ot 2] (1986)
1.99 RP-HPLC Eadsforth (1936)
outlier 1.56 RP-HPLC Eadsforth (1986)
outlier o83 RP-HPLC Veith ot 8l (1530)
114 average 3 RP-HPLC, RP-HPLC-E values
(messurermats 7,8,9)
218 sverage average first 9 measurements
216 CLOGP
230 SPARC pk, 3.2
218 reconwnend average 6 sbhake flask values.
Jechlorophenyl phenyl ather 7085-72-3 4.08 messured? Branson (1977) as cited In Mucksy et o)
1992).
s.09 CLoOG?P
495 SPARC
4.95 recommend 0o reilabls measuwrement: the fragment
) constant for Ci(aromatic) is
spproximately 0.7, thus for this chemical,
Jog K., = log K. (dipbenyl sther) + 0.7 or
42+07= 490
chlorpyrifos 2921-88-2 1258 slow stiy Stancil (19%4)
$27 slow stir DeBruijo et al (1989)
111 sbake flask Chiou ot 21 (1977)
4.96 sbake flask Bowmanp & Sans (1983)
482 measured - Nealy et 2l (1974)
477 - RP-HPLC De Kock & Lord (1937)
4.7 RP-HPLC Saito ct ul (19932)
4.9 aversge (all values)
144 CLOGP :
517 SPARC
$.26 recommend sverage slow stir.
chryssne 218-01-9 sS4t RP-HPLC Hanal ef 31 (1981) (60% solvent)
579 RP-HPLCT Wang et ot (1986)
5.61 ? Radding ct al (1976) »s cited in Mackuy

et al (1992)
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Summary of Mcssured, Cakculated and Recommended log K, Values

Chemical CAS g K, Method Reference/Commenty
L ) easured Medchem
566 CLOGP
87 SPARC
57 recommend the average culculation is $.69; agrees
with Medchem measured value.
cumens ye-52-3 3.66 shale flask? Haunsch & Leo (1979 (Srom vopublished
(sopropyl benzene) work)
3.66 shahe flask? Hansch & Leo (1979) (from unpublisbed
work)
iss RP-RPLC Haoal et 2l (1981) (averags S values,
. difTerent % solvesnt)
3.40 RP-HPLC Miyaks & Terada (1982)
5 CLOGP ’
ise SPARC
358 recomenend sverage all § mesnsured vahva
DDD 72848 €22 siow stis DeBruijn et al (1989)
599 slow atr Swancli (1954)
€38 RP-HPLC-E Rummen ot at (1982)
a2 shake (ask? Leo et 2l (1976) 83 cited in Veith ot ol
(19793)
599 shalee fisak? O’Bries (1974) as cited Ia Suntiv et o’
L (198%)
outlier £)9 RP-HPLC Chin et al (1986)
outlier 500 RP-HPLC De Kack & Lord (1987)
outller 473 RPA-HPLC McDullls (1981)
606 cCLoOGP ) ‘
€68 SPARC
610 recosmenend averspe of 151 S valves; messurnements
cousistent with CLOGP estimate; [am »
Bitle concarped abeut SPARC drvistion.
DDE 72-85-9 696 slow stir DeBruijn et 2l (1939)
637 slow stir - Soandl 19%4)
6.0 RP-HPLC De Kack & Lord (1987)
899 RP-HPLC Barihard ot ol (1995)
LS, RP-HPLC McDuflis (1981)
23 RP-HPLC Velth et ol (19793)
56 RP-HPLC Chin et »! (1986)
56 RP-HFLC Swana o al (1963)
<78 shake flask? O'Brien (1974) ax cited in Suntio et al
(1939 )
. 56 shaks Navk? O'Brien (1975) as cited in Chiou et s}
Q)
651 THOR database m cited in Shuaman
and Kein (1989)
6.93 CLOGP
664 SPARC .
676 recormamend sveruge slow stir.
DT 50-29-3 691 slow stir DeBruijn et 8] (1989)
638 slow stir Stancil (1994)
631 slow stir Brooks »t of (1996)
€20 slow sder Brooks =t ul (1936)
640 RPMHPLGTE Brooks st al (1986)
638 RP-APLC-E Hammers et 2l (1982)
6.08 RP-HPLC-E Haraisch et ol (1983)

k4
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Summary of Mewsured, Cakulsted and Recommended log K, Values
Chemics! CAS g K, Metbod Referance/Cormments
L84 RP-HPLC-E Harnisch et al (19853)
6.36 shakr finsk Chion et s (1982)
6.19 shals flask? O’Bricn (1975) as cited in Chiou et al
) (1977
6.1y shakx Nask Radsforth (1986)
590 shake flask EBadslorth & Moaser (1953)
576 shake Nask? Hansch and Lev (1979) ( from
unpublished werk)
outtier LA shaks Oask Platford ot al (1982)
outller . 39 sbake flask Kapoor ¢t 8] (1973)
621 RP-HPLC Eadsiorth (1986)
612 RP-HPLC Eadsforth & Moser (1983)
6.06 RP-HPLC Chis ot al (1986)
L4 ) RP-HPLC Kleip et 21 (1988) as cited in Noble (1993)
$78 RP-HPLC Veith st al (1979b)
5.6 RP-HFLC Ds Kock & Lord (1987)
556 RP-HPLC McDu(Tle (1981)
outller S44 RP-HPLC Burkbard et 2l (1985)
outhier 832 RP-HPLC-B Tomlinson & Hafkenschield (1986)
outlier 530 RP-HPLC Brooke et a] (1986)
ouftier 513 RP-HPLC Rsapauport & Elscarvich (1984)
outhier 4.6¢ RP-HPLC Swann o 3] (1583)
620 Elgar (1983) as cited In Suntie et 2}
(1989)
6.01 Ksaaga (1975) as cixed in Keaaga and
Goring (1989)
157 Ksoags (1975) a3 cited in Rao and
Davidson (1980)
6.08 average averspe 23 values (neasuremenn 1-13,
16-22. 28-30)
€76 CLOGP
179 SPARC .
3 recommend averape first 3 slow stic valne; the curreat
SPARC model seews to have s
coaformations] problem with DDT and
DDD. ) :
Diislate 2383-16-4 449 shaks flask Elliagton & Stencil (1988)
523 CLOGP3 Howard (1991)
L W} CLOGP
4.99 SPARC
4.49 recommend only measured value.
d 3benza(s.b)entbrocene 53.70-3 688 RP-HPLC Burkbard ot al (1985)
.5 shake flagk Means ot al (1988); Hassett et al (1980).
6.33 CLOG?
(4] ] SPARC
(€1 recommend average first two values
dibromo-3-chleropropane, 1.2~ 96-12-8 2.26 CLOGP3 Howord (1991)
‘ 226 cLOCP
.41 SPARC
234 recommend sverapge calculated value.
dien-butyl phthsiate 84-74-2 .56 RY-HPLC Harnbeh ot o) (198))
4.3% RP-HPLC Harnisch ot 2] (1983)
479 shake flask Howard ot al (1983)
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Summasry of Meuund. Chaiculsted and Recommended log K Values

Chemical CAS g K Method Reference/Comments
472 shake Mlask Medchem
.57 shake flask Leyder & Boulsnger (1583)
outler 4.03 shake Nask Harnbsch et ol (1983)
.87 RP-HPLC Eadsferth (1986)
outlier 4.13 "RP-HPLC McDulTle (1981)
outlier n RP-HPLC Howard et al (1985)
outller 411 v OLZCD (1981) as cited in Howard st al
(1989)
468 CLOGP
458 SPARC
4.61 recommend averags It S values.
dichlorobenzene. 1.2- 95-58-1 34 slow stir : DeBruijn et ul (1989)
338 ‘gl MiBer o al (1984)
361 shake flask - Harabch et 2l (1983)
3.58 shalr flask Konamans st 2l (1979)
3.4 shaks flask Watarsl ot al (1982)
140 shale flask Baserjes ot al (1580)
338 shake flask Haasch & Leo (1979) (Trom unpublished
. work)
356 RP-HPLC-E Temlinson & Hafkenschield (1986)
lse RP-HPLC-E Garst (1984)
334 RP-HPLC-R Hammers ot al (1982)
k€ | RP-HPLC McDuflle (1981)
3 RP-HPLC Kosemann st 31(1979)
334 RP-HPLC Harnlbch ot al (1903)
320 RP-HPLC Harmisch et 2l (1933)
35 CLOGP
3.4 SPARC
348 recommend sverage all 14 values.
dichlorobenzenc, 1,4~ 106-46-7 s slow uir DeBruijn et ol (1989)
336 slow stir Rrooikes et a] (1990)
338 gen ool Miller ot al (1984)
.62 shake Oask Konemann ot 8] (1979)
352 shaks flesk Wataral ot sl (1952)
347 shake flazk : Persirs et a) (1968)
a2 shaks flask Chessebs ot ol (1991) 85 cited in Noble
(1993) .
33 shake flusk Leo ¢t al (1971) »3 cited In Neely ct ul
(1974) :
3ss RP-HPLC-E Tomiinzon & Hafkenschicld (1986)
337 shake Nask Banerges ot al (1980)
335 shake flask Tichy (1979)
341 RP-HPLC R Homeners ot al (1982)
37 RP-HPLC-E Garst (1984)
3.26 RP-HPLC-E - Hafkenachisld & Tomlinson (1983)
outller 3.78 RP-HPLC Veith « al (1988)
3.48 RP-HPLC McDuihe (1981)
343 RP-HPLC : Miyske & Ternda (1982)
3 RP-HPLC Mabdai et n] (1981) (60" acetomitrile)
33 RP-HPLC Konemnans et al (1979) st
3.57 CLoOGP
340 SPARC
342 recommend uverape 18 values (memsurements 1-14.
s . 15-18)
dichlorobecozidine, 3,3 9194-1 sl shaks Nask Bancrjec ot 2} (1930); US EPA (1932)
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Summary of Messuruvd, Calculated and Recnmmended log K_ Valoes

Chernical CAS fog Koy Method Relerence/Comments
3.87 CLOGP
398 SPARC pK 1.24
3.5 recommvend only mcasurcd value
dichiorndifluoromethane 75718 .16 shaks Nask Hauasch et al (1975)
2.00 CLOGP
37 SPARC
216 recommend ounly measured value.
dichlorethane, 1.1- 75-34-3 .79 shaks flask Haasch et 2l (1975)
1.78 CLOGP
.38 SPARC
1.7 recomunend only messured value.
dkilom&lqe. 3,2- 107-06-2 1.48 shuke flask Bunerjee ot 2l (1980)
' 1.48 shake Nask Hansch & Leo (1979) (from wapublished
waork)
1.46 CLOGP
1.40 SPARC
1.47 recommend average 2 measurced values
dichloroethviene, 1,1« 7535-4 213 shaks flask Modchem (1982) as cited in Mubey ot al
aye2) .
237 CLOGP
219 SPARC
213 recomnmend only measured value. *
dichloroethylene, cin-1,2- 156-59-2 1.86 shalr Mlask Medchom (1985) as cited in Howard
(1991)
1.7? CLOGP
210 SPARC
156 recommend only measured value: SPARC does not
currvently disdnguish cis/orsns;
cxkulation will be closer to the trams
conliguration.
dichloroethylene. trans-1,2- 156-60-S p shake flask? Medchem us cited in Mabey ct al (1982)
2.06 shake flask? Medchem (198S) as cited in Howard
(1991)
L77 CLOGP
110 SPARC
207 reeommend sverapge 2 measured vuluea
dichlorophenol. 2.4~ - 120-83-2 330 shals flask Machield et 21 (1972) as cited in Hansch
& Leo (1979)
3B shake flask Schellenberyg ot al (1984)
i shals flask Xin ot a] (1984) ,
308 shake flask Yaqurunisky et al (1972) as cited in
Huasch & Leo (1979)
3.06 shake Nask Stockdale & Setwyn (1971)
80 shuke flask Briggs (1981b)
323 RP-HPLC.E Xie et 2l (1989)
292 RP-HPLC-E Hasmers ot 3l (1982)
314 RP-HPLC Miyske & Ternda (1982)
PR v RP-HPLC Chin ot sl (1986)
296 CLOGP
3.06 SPARC pK, 7.63
3.08 recommend sverage first 10 values.
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Summary of Measurcd, Calculated wnd Recommaaded Jog K. Values

Chemical CAS g K, Mctbod Referaspco/Comments
dichlorophenoxyacetic acid, 2.4~ 94.78-7 2.90 shake flask Briggs ot o) (1987)
@.4-D) 15 shuks flask Korler & Schonherr (1988)
2.7 CLoGP .
3.06 SPARC pK, 3.98
170 recomwnend sverage 2 measured value
dicbloropropane, 1.2~ 78-87-8 L9 CLOGP .
1.94 SPARC mewsared solubdility in water 2.7g/L
(20°C). SPARC 3.1 g/L—if sotubility is
ealculsted sccurastuly, log K, should be
reliable.
.97 recommcad
dichloropropens, 1.3- $42-75-6 200 shake flask? Moedchemn a3 cited in Mabcy et al (1982)
1.7¢ CLOGP
210 SPARC
200 recnemend
dleldrin 60-57-1 540 slow ptir DeBruijn et al (1989)
outlicr 454 slow stir Breoks et »l (19896)
534 show stir Svancil (19%4)
516 pea ool US ZPA (1991h)
s11 RP-HPLC-E Hammers ct sl (1582)
46s RP-HPLC DeKock & Lord (1987)
S0t shake flask US EPA (1991b)
a2 shaln fask Kaoazews (1981)
409 shaler flask Ellington & Stancil (1988)
620 RP-TLC Briggs (1981h)
534 slow wir Stancil (1954)
363 CLOGP
510 SPARC
537 recommend sveruge of 2 higher stow stir valucs.
<Hiethyl phthalate 84-66-2 247 shoks flagk? Medchem (1985) as cited in Howsrd
(1951)
247 shalee flask Score ot al (1987)
228 shaks flask Leyder & Boulanger (1983)
224 shube flask Howard »t ul (1985)
owthier 140 shake fask Veith ot al (1980)
3.00 RP-HPLC De Kock & Lord (1987)
267 RP-HPLC Veith et al (1980)
239 RP-HPLC Howard st sl (193S)
154 CLOGP
258 SPARC
2.50 recommand sverags 7 values.
disthyistilbestrol 56-53-1 107 shuke flaak Hansch & Leo (1979) (from unpublished
work) ’
4.96 CLOGP
§28 SPARC
L1 4 recommend oaly mexsured vulue.
die thylbaryl phthalute 117-81.7 748 slow stie DeBruijn et ol (1589)
(Ois2-ethythexy)phthalate) AL slow stir Brooke «t a) (1990)
outlier 8.18 RP-HPLC-R Harnkch ot al (1983)
786 RP-HPLC-L Havnisch ot al (1983)
7.594 RP-HPLC Howard ot al (1989)
7.86 RP-HPLC Klein ot al (19%88)
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Summary of Measvred, Calculated snd Recommended fog K, Values

Chemical CAS g K, Method Refervnce/Comments
outlier 120 RP-HPLC? Veith et ») (1979D)
outlier £ shake fiask Harnisch otal (1933)
outticr s.11 OECD (1981) as cited in Howard et sl
: (1985)
outlier 30 Hirzy ot 3] (1978) ws cited in Callahan
31 (1979)
8.61 CLOGP
7.58 SPARC
730 recommend sverage slow stir.
dimcthoste 60-51-S 0.79 shake flask Brigg> (1981b)
0.50 sbhake Musk Hussain et 81 (1974) as cited ip Hansch &
Lao (1979)
078 shake finsk Bowman & Sams (1933)
0.7% CLOGP .
0.50 SPARC
8.69 recomynend average J measured valucx
dimethoxybenzidine, 33° 119-50-4 1.83 HWIR “ltcrature”™ value
NIA CLOGP
2.00 SPARC pK, 440
1..1 recommead measured valuc.
g Pcthylbens(a)anthracene, 7,12+ 579746 598 shaks flask Means ot al (1980)
6.66 CLOGP
6.58 SPARC
6.62 recoinmend average cakeulated value; for this
compeund log K,. = log K.,
(benx(u)wpthracene) + 2 fragmant (C!'l,
(sromatic) or log K, » 5.7 + 2 fragment
CH, ; the fimagment constant for adding
methyl to benzeae is 0.6; this will decline
slightly ss molecular size increases, but
should always contribum at least 0.4
(per).
disnethyibenzidine, 3,3'- 119-93-7 234 cLOGP? HWIR "literature” valus
: 234 CLOGP
3. SPARC pk, 4.74
.68 recormmend sverepe calculeted value
dimetbyipheml 2.4- 108-€7-9 242 shake flask hmtjn et al (1980)
.30 shake Nlask Konsman (1973) as cited in Hlmch &
Les (1979)
249 RP-HPLC Haky & Young (1939)
247 RP-HPLC Gurst & Wikon (1984)
2.36 RP-HPLC Veith ot al (1979)
213 RP-HPLC Haky & Young (1984)
outller 1.99 RP-HPLC Veith et al (1980)
34 sverage 2 shuke flask values
47 CLOGP .
236 SPARC pK, 10.6
3.36 recommend average first 6 values.
dixnethyl phehnlaee 131-11-3 1.61 shaks flask Veith ot al (1980)
1.56 shaks flask? Medcbam (1985) us cited in Howard
(1991)
1.83 shake Nusk Layder & Boulunpger (1983)
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Summary of Measured, Cakulsted and Recormended log K Vslucs

Chemical CAS log K, Method Reflercncy/Comments
1.47 shula flask Howard ot a1 (1989)
owthier 134 shake flask Scote ot al (1997)
outlier 1.90 RPHPLC Howurd ot 2l (198%)
1.62 RP-HPLC McDuffw (1981)
1.€2 RP-HPLC Cadxforth (198€)
1.48 CLOGP
156 SPARC
1.57 rccogmmadd average 14, 7-8.
dinivobenzane, 13- 99-65-0 1.49 shake flask Pujita ct 5) (1964)
1.49 shake flask Haunsch & Leo (1979) (from wnpublizshed
work)
1.2 RP-HPLCR . Dencer st al (1987)
1.63 CLoGP .
1.51 SPARC
1.50 recogwaend sversge 3 mrasurcd values.
dinitropbenol, 2.4- $1-28-§ 1.67 shake flank Medcbem
1.59 shala flask Medchem
1.56 - sbake flask Moudchem
1.58 shake flask Medchem
1.54 shaks flask Korihars st al (1973) as cited in Her
& Leo (1979) g
1.9 shake flask Hansch & Les (1979) (from unpubliitﬁf
work)
.14 shake Mask Stockdsic & Selwys (1971)
LM CLOGP
L40 SPARC pK, 4.06
1.58 recomynend sverage 7 valess
dinitrotoluene, 2,4- 121-14-2 204 RP-HPLCE Deteer et 2l (1537)
1.98 shaks flask? Hanach & Leo (1979) (from unpublished
work)
2.08 CLOGP
.203° SPARC
2.01 recommend averaps 2 measured values
dinitrotoluene. 2.6- 606-280-2 202 RP-HPLCE Deveer et 51 (1987)
1.7 shabke flask? Medehem (198S) as cited in Howard
(1991)
N/A cLoGP
20 SPARC
(& 4 recommend aversge 2 mensured values.
di-n-octyl phthaiste 117-84-0 .06 RP-HPLC McDufTie (1981)
.49 cLOGP '
30 SPARC
8.06 recommand only meusured value
dioxane 123-9)-1 0.42 shake flesk Collandor (1951) as cited in Hansch &
Leo (1979)
0.27 shals flask Hensch & Lea (1979) (from unpublist
. work)
outlier 0.20 RP-HPLC-E Tomlinson & Haleaschield (1986)
0.4 RPHPLC McDuffle (1981)
0.6 croGe ’
4.10 SPARC
ncommend average of 3 values

0.3%
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Summary of Measured. Colculated snd Recommended log K. Values
Chemical CAS lop K.p Method Refsrence/Commenty
diphenylamine 122-394 3.7 shake flusk Hussch & Leo (1979) (from upubikhed
work)
350 shake flask Hapsch & Leo (1979) (from unpublished
work)
3.4 shake flask Briggs (1981b)
334 shaks flask Hanach & Leo (1979) (from unpublished
work)
323 shuka flask Rogers & Cammarats (1969)
3712 RP-HPLC Gant & Wibson (1984)
349 RP-HPLC Veith et al (1979b)
outlier 3.37 RP-HPLC Veith ot ol (19793)
3.62 cCLOGP
357 SPARC
3.48 recommend averags of 7 values
disuifoton 298-03-3 402 shaks flask Bowman & Sans (1983)
3.94 shake flask LUingion & Stanci) (1988)
3.4 RP-HPLC Suito et al (1993s)
389 sverage all 3 velues
3.56 CLOGP
4.10 SPARC
398 recommend average 2 shalke Ausk values
endosulfan 115-29-7 4.52 shake flask Cllingron & Stancil (1988) (M)
LR shake flask Howard (1991)
k¥ > shaks flask? Al (Ph.D. 1978) ns cited In Suntio st al
(1985); A
3.58 sheke flmak? All (PR.D., 1978) u3 cited I Suntiv et 2)
(1989). D
N/A CLOGP
3.85 (D); 4.45 (INSPARC
4.10 reonwwnend for mixture; for isomers: 3.83 Jor (); 4.52
‘ for (L5). :
endrin 72-20-8 520 slow stir DeBruijn et al (1589)
192 slow stiv Eilingron & Stancil (1938); Stancil (1994)
49 g col US EPA (19%91¢)
4.81 shake flask U.S EPA (QY91¢)
4.56 shalz Mask Eadsforth (1986)
4.56 RP-HPLC Veith et 31 (19790)
501 RP-HPLC Eadsforth (1986)
440 RP-HPLC Raupaport & Ebonreich (1934)
3.63 CLOCP(3.34)
292 CLOGPI(34)
s10 SPARC ’
- 806 recommend sverage slow stir values.
endrip sidchyde 7421-93-4 N/A CLOG?
. 4.00 SPARC
4.00 recomiwend molecular conformation is uncertain.
ichblorohydria 106-89-8 030 messured? Krijgsheld & Vandergen (1986) as cited
in Howard (1989)
0.24 cLoGp
020 SPARC
0.25 recommend sverage of all values
110-80-5 0.21 calcuiated Konemeann (1981)

_ethoxysthanol, 2-
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Sutnmury of Measured, Cakuloied snd Recommended log K., Vilues

Chemicsl CAS g K, Mosthod Raference/Commenty
outlier 0.54 shaks flask Collander (1951) as cited in Hansch &
Lee (1979)
£$.10 shake flask Kooeman & Dohromysioa (1975) as cired
in Hensch & Leo
.22 CLOGP
0.85 SPARC
.10 reconunend best measured velue.
ethyl acetate 141-78-6 0.68 gra col Tewari ot al (1922)
0.73 shalw flask Hansch & Anderon (1967)
0.66 shaks Nasi Colisader (1951) as cited in Hunxch &
Lee (1979)
a9z RP-HPLC-E Haflenschield & Tomlinsos (1983)
1.08 RP-HPLC Haky & Yeoung (1984)
o051 average all S velues
an CLOGP
0.8l SPARC
.69 recommend average 3 geo. col ; shake flask vaiges.
sthyibenzene 100-41-4 .16 on. col Tewariet ol (1982e)
13 pa col Tewari ot 3} (1953b)
k8§ b ) gea col Schant: & Muartire (1987) .
318 shake flask Hanch ot sl (1968)
330 RP-HPLC-L Harnisch et 0l (1983) -
26 RP-HPLC-E Hamxners ¢t ol (1982)
i1 RP-HPLC-E Harnisch ot 21 (1983)
317 RP-HPLC-2 Hafkenichiekd & Tomlinson (1953)
ontlier 3.57 RP-HPLC . Eadsforth (1986)
31 RP-HPLC Hunal ot 2l (1991) (average of § vahues,
differing %acetogitrile)
36 RP-HPLC Miyske & Ternda (1982)
.07 RP-HPLC Esdsforth (1986)
317 sversge 11 values
17 CcLoOGP
1.8 SPARC
314 recamencend sverage 4 gen. col; shake flask values
sthyl dibromide 106-93-4 L.76¢ HWIR “lirerature™ value
. 1.74 CLOGP
178 SPARC
175 recommend sverage of sll values.
cthylene thicures 96-48.7 .66 shake Mlask Hanpsch & Leo (1979) (from sapublished
. m
-1.17 CLOGP
-1.08 SPARC
£.66 recommend obly messured value
wthyl ether €0-29-7 0.9 shaks flask Hensch ot 2l (1975)
.23 shake fNlagk Collander (1951) as cited in Hansch &
L0 (1979)
0.77 shuks flask Hansch & Leo (1979) {(from unpublis’
work)
897 RP-HPLC-R Hafkenschisld & Tomlinson (1953)
.87 CLOGP
1.00 SPARC -
0.3 recommehd aversge all vulues.
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Summary of Mcusured, Calculated wad Recommended log K. Values

Chemical CAS top K, Msthod Reference/Comunents
ethyl methacrylste 97-3-2 1.99 HWIR “liveratyre™ vilue
1.64 CLoOGP
L.65 SPARC
1.59 recommend *HWIR" valye close t cakulartion.
ethyl methapesulfonste $2-S0~0 D.v3 HWIR “liccature™ value
NIA CLoOGP
0.01 SPARC
0.0% recommend *HWIR® value close fo cakulation
fluorsntbene 206-44-0 518 slow stir Brooks et al (1990)
s.16 slow air DeBruijp et 2} (1989)
5.09 slow stir Seancil (1994)
$.39 peo. col U.S. EPA (1991d)
$.20 sheke flask Medchem
500 shale Mask Harnisch et 2} (1983)
435 shake Nask Medchem
outdicr 4.47 RP-HPLC-B Harnisch ot al (1983)
outlier 4131 RP-HPLC-E Hamisch et 31 (198))
49 RP-HELC Wang ct al (1986)
454 RP-HPLC Chin et al (1984)
506 average sverage of 1-7,10-11.
4.95 CLOGP
LY SPARC
512 recommenad averugs slow sfir, gro. col. shoke flask
‘ velues.
fluorene 86-73-7 118 sbaks flask Hanxch & Lee (1979); U.S. EPA (1992)
413 shake flask Wang et 81 (1986)
423 shake fiask Medchem
417 RP-HPLC-E Hammars ot al (1982)
440 RP-HPLC Wapg et al (1986)
438 RP-HPLC? Veith et ul (1979b) (from Carlson et ul
Qs
423 RP-HPLC Wang ot al (1986)
4.2 RP-HPLC Rupaport & Ebenreich (1984)
410 RP-HPLC Chin ot ol (1986)
4.04 RP-HPLC Hanal et 31 (1981) 50% scetonitrile
421 average al) 10 values
4.08 CLOGP
421 SPARC
4.21 recoramend average of all messursments.
formuldshyde 50-00-0 035 CLOGP Howard (1989)
2005 SPARC
-0.08 recommend compound will partislly hydrate;
cakulstion is for parent compound.
formic acid 63-18-6 0584 shake flask Collander (1951) a3 citvd in Hansch &
Leo (1979)
-0.54 CLOGP
-0.64 SPARC pK 378
-0.54 recornmend oaly measured value.
furan .11-00-9 134 shake flosk Medchem (1985) as cited in Howsrd
. (1990)
1.32 CLOGP
144 SPARC
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Summary of Measured, Cslculsted and Recommended log K, Values
Chemical CAS log K, Mecthod Refercacw/Comments
134 recommend
heptachlor 76-44-8 LE 1) shaks flask Zilingroo & Stanci) (1988)
ss8 RP-HPLC De Kock & Lord (1987)
544 RP-HPLC Veith et al (1979b)
527 RP-HPLC McDuffie (1981)
546 sversge sl 4 values
493 CLOGP
6.26 SPARC
636 recommend one would sxpect beptachlor to have
spproximalely the same K 13 chlordane
(log K,, = 6.32) and slightty k= than
sidrin (log K, = 6.50).
beptachbor epozide 1024-57-3 5.40 RP-HPLC Veith et 2l (1979b)
1% cLoGr
490 SPARC
5.00 recommend this one bs difficult; one would cxpect
beptachior spoxids to huve a K_ siightty
less than either dicldrin or endrin; abo.
the eporide should be spproximnatsly 1.5
lag unity below beptuchlor which would
put i — 4.8; tbe RP-HPLC sbows .
Heptachlor and Heptachior cpexide &
the same. H
hesachlorobenixne 118-74-1 573 show stir DeBruijn ct 2l (1989)
47 on ool Miller et ) (1984)
$9% RP-HPLC-R Brooks ot ai (1986)
566 RP-HPLC-E Hammers ctal (1982)
vutlier 7.42 RP-HPLC Veith ot 2] (19799)
6.92 RP-HPLC De Kock & Lord (19837)
6.86 RP-HPLC Burkbard ct ul (1985)
&71 RP-HPLC Rapsport & Eisenrcich (1984)
6.60 RP-HPLC Brooks ot al (1986)
€s1 RP-HPLC Chin et al (1986)
643 RP-HPLC McDuffe (1981)
641 RP-HPLC Eadsforth (1986)
638 RP-HPLC Esdsforth & Moser (1983)
627 RP-HPLC Konemana ¢t al (1979)
6.10 RP-HPLC-E Tomiinson & Hafkenschicld (1986)
622 RP-RPLC Douchets & Andren (1988)
579 RP-HPLC Ganst (1584)
170 RP-HPFLC Garst (1984)
564 RP-KHPLC Mouihot (1987) »s cited in Mackay et s}
(1992)
$.45 RP-HPLC Harnisch ot sl (1983)
$2¢ RP-HPLC Harnisch ot sl (1983)
$.23 RP-HPLC Veith et »l (19790)
618 shake flask Eadsforth (1986)
Ske shake flusk Esdsforth & Moser (1983)
587 shake Nask? ORCD (1981) us cited in Brooke ot al
(1906)
£50 shake flask Neely et al (1974) s cited in Hawker &
Connell (1985)
15 shake NMusk Chiou et a1 (1982)
547 shakr Nask Harnisch «t a1 (1983)
S.44 shukes flagk Brigps (1981b)
sS4 sheke flask Lord ¢t sl (1590)
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Sammary ul Messured, Caiculuted and Recommepded log K., Velues
Chemical CAS Jog K Metbod Refervoce/Comuments
331 shake flask Watars! ot #l (1982)
528 shake Mask Piatford et al (1982)
outlier 500 shuke flask Kooemann ct af (1979)
883 average aversge computed value.
570 CLOGP
896 SPARC
.89 recommend average of 31 values; consistent with
sverage computed vulue ($.03).
hexachloro-1 3-butediene 87483 490 shake flask Chion {(1985)
478 shoks flask Bancrjoe ot af (1980)
474 RP-KHPLC Konemann et sl (1979)
4.90 CLOGP
516 SPARC
435 recoammend sverags first 3 values; getring o range of
calcnlations
HCH, slpha 319846 78 slow ir DeBruijn ot ul (1989) °
ap0 shake flask Madchem (1985)
331 shulas flask Kuribara et 2} (1973)
a7s cLOGP -
As0 SPARC
330 recommnesd sveruge 3 measured values. -
= HCH, beta 319857 3z slow mir DeBruijn ct 2l (1989)
378 shaks flask Kurhars st al (1973)
378 cLOGP
330 SPARC
38 recomymend sverage 1 measured vajoes.
HCH, gamma (lindsnc) $3-89-9 369 slow stir DeBruijn et s (1999)
k¥ {1 shake flask? Macsk et ul (1976a) us cited in Veith ctal
(1979b)
in shaks flask Kurihers (1973)
3.46 shaks fiask Kanmaws (1981)
36 shake flask Mcdcham (1985) a5 cied in Howard
. (1991)
ootir 338 shake flask Platford (1982)
3.8 RP-HPLC Veith o1 81 (1979h)
3.67 RP-HPLC Eadaforth (1986)
367 RP-HPLC-R Tomlinson & Haflianschield (1935)
3.6 RP-HPLC McDuffle (1981) :
outfier 3.00 RP-HPLC De Kock & Lord (1987
3.90 4 Elgar (1963) as cieed in Sunrio ctal
(19%9)
outlier 4.98 RP-HPLC-B Tomiinsos & Haflkenschicld (198€)
38 CLOGP ’
380 SPARC -
373 recommead sverape [-5.7-9, 1L
hexachlorocyclopentadiens T1-474 S.51 RP-HPLC Veith et sl (1979b)
) 526 RP-HPLC Eedsforth (1586)
51 RP-HPLC McDuffle (1981)
untiier 504 shaks flask Waolfe ot 8l (1982)
s.08 CLOGP
5 SPARC *
5.3y recommend avernge first 2 measured values: close to

oversge compubied value.
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Summury of Measurcd, Calculated und Recommended log K., Values
Chemical CAS g K, Methad Reference/Comunents
hexachiorvethane 67.72-1 414 shaks flask Chiou (1988)

1.08 RP-HPLC Veith ot sl (1980)

404 RP-HPLC McDufme (1981)

3.9 RP-HPLC Velth ot al (1580)

a2 RP-HPLC Konemana et vl (1979)

N/A CLOGP
iz SPARC
400 recommnend sverage of 5§ measured values
bhaxsacblorophene 76-30-4 7.54 shake finok Hansch & Leo (1979) (from unpublished
work)

7.42 HWIR “literature™ value

7.08 CLOGP .

7.68 SPARC

7.84 reconwnend only measured value.

indeno(1.23-cd)pyrene 193-39-5 658 cLoGP

€72 SPARC

665 recommend averspe cakculated vajue.

isobuty) alcobol 78831 0.76 425 Dillingham et al (1973) us cited in Han=-*
& Loe (1979) :

3 510 Collander (1951) as cited in Hansch &
Leo (1579)

0.65 532 Hansch & Leo (1979) (from unpublished

. work)

0.69 CLOGP

0.76 SPARC

078 recommend uwvarage 3 values

isophorones 78-59-1 L7 shake fimsk Jobmson (1978) as cited in Suntio et sl
198%)
1.67 shake flask Veith st al (1998)
1.7 RP-HPLC Veith et al (1980)
N/A CLOGP ;
190 SPARC
1.70 recommended aversge all 3 vulves.
Taepone 143-50-0 $30 shake fimk Ellingtos & Stancil (1999)

4.50 CLOGP Howard (1991)

453 CLOGP

445 SPARC '

530 reconvnended only mensured value: the SPARC
calculiation in this case is unreliabie; we
bave acver worled with a cubane
structure: the measured value is
consistent with the mirex value (Le., lower
by 1.8 log units due to the carbonyl
peup)

mncthacrylonitrile 126-98-7 asd HWIR “lirrature” vailue

0.60 CLOGP

070 SPARC

054 recomgnend

macthanol 67-56-1 «0).64 shakr Mask Takeda ot 8l (1971) »3 cited in Honxch &

Loo (1979)
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Sumrm'n_r of Measured. Calculsted und Recommended log K Values
Chemical CAS g K, Method Reference/Comments
2.66 shoke flask Hansch & Anderson (1967)
0.66 shake flask Ho et al (1977) as cited In Mansch & Leo
(1979)
0.68 shala flask Yagbuzinski ct ol (1973) as cited in
Hansch & Leo (1979)
477 sbalke Musk Huanxch & Leo (1979) (from nppublshed
work)
.82 shake Nask Collander (195%1) as cited in Hunseh &
Leo (1979)
-1.76 cLoGP
- Q71 SPARC .
.71 recommend average 6 values.
metboxychlor 72-43-§ 500 RP-HPLC-E Brogie et sl (1986)
508 shals fiask Karickbof¥ ot sl (1979)
468 shale flask Medchem
430 shale flusk Hsnsch & Leo (1979)
outtier L&) sheke Nask Kapoor ct »| (1973)
1.9 RP-HPLC McDuffie (1981)
430 RP-HPLC? Veith et 3t (1979b)
420 RP-HPLC Bruoks o al (1986)
outller i " RP-RPLC Veith ot al (19793)
458 uverage sverage of 1-4, 6-8.
513 CLOGP
560 SPARC
se8 recommend bigbest shake Nusk measurcment getting
clese to calculated range.
methyl bromide 74-83-9 L19 sbake flask Hansch & Leo (1979) (from unpublished
work)
1.08 CLOGP
110 SPARC
119 recommend only measursd value.
methyl chlorids 74-87-3 [ X]] shake flask Hansch & Leo (1979) (from unpublished
s . work)
094 cLoGP
050 SPARC
a9l recommend only measured valva
methyicholanthrens, 3- $6-49-5 642 shalo fiask Means ct »} (1980)
L 17 CcLOGP
6.76 SPARC
6.42 recosomend only messurcd value
mwthylenc bromide 74-983 250 aslculated? Hansch et 8! (1968) as cited in Mackay et
) al (1993)
230 HWIR “litararure” valus
1.3 CLOGP
1.70 SPARC
1.62 recommend average of SPARC and CLOGP;
bromomasthane is L.19; bromolorm is
2.35; this compound should be a mediun
_ value.
rasthylene chioride 7$-09-2 128 shaks flask Hansch ot 31 (1975)
‘ 1.0 RP-HPLC-E Hafenschield & Tomlinson (1983)
138 RP-HPLC Haky & Young (1984)
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S;Jmn-n of Mcasured. Calculated and Recommended log K., Veluss

Chemical CAS g K, Method Reference/Comments
1.33 aveisge oll 3 valucs
128 CLOGP
1.22 SPARC : .
128 recommend shake Nask value.
mathyl etbyl ketone 78-93-3 0.69 Cen. ool Tewari et al (1982)
029 shaks flask Hansch & Anderson (1967)
036 shake flask Collsnder (1951) w» cited in Hansch &
Lao (1979)
04l sverage all 3 velues
.32 CLOGP
032 SPARC
028 recommend average 2 shuke flask values.
mathyl isobutyl ketune 108-10-1 1.19 shake flask Medchem (1985) as cited in Howard
(1990) '
125 CLOGP
.17 SPARC
1.19 recormmend
methyl methacrylate ) 80-62-6 138 shake flusk Mpadehem (1985) x5 cited in Howard
(1999)
1.1 CLOGP
1.28 SPARC
138 recoramend
methyl parathion 298-00-8 i shake flask Metcalf & Lu (1978) a3 cited in Ruo &
. Davidson (1980)
194 shake flask Bowmas & Sens (1983)
3956 shake flask? Medcham (193S) as cited in Howsrd
‘ (1950)
191 ? Freed et 91 (1976) as cited in Kenaga &
Goring (1980)
276 sversge 4 values
279 CLOGP
288 SPARC
29 recommend sversge 2 middle valves
methyl phenol, 2- {o-cresol) 95-48-7 204 shaks finsk Koreaman (1970) as cited in Hunach &
Leo (1979)
197 shake flask Hansch & Leo (1979) (from unpublished
work)
1.98 shake Nusk Hansch & Leo (1979) (from unpublished
work) ’
199 RP-HPLC Miyske & Terada (1982)
197 CcLoGP .
190 SPARC pK, 103
199 recommesd averasge sl 4 values.
waethyt phenol, 3- (m-<cresol) 108-29-4 1.9¢ gen. ool Tewari et 8} (1982)
: 202 shake flask Fujits et al (1964)
201 shaks flask Hansch & Leo (1979) (from unpublish.
work)
198 shake flask Mauchieid ot al (1972) as cited in Hansch
, & Lad (1979)
1.92 shake flask Stockdale & Sehwyn (1971)
197 CLOGP
208 SPARC pK, 10.1
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Sommary of Msasured, Calcuisted and Recommended log K. Values
Chemical CAS log K Method Refereace/Comments
1.97 recommend average sll S valuex
matbyl piepol, 4 (p-crosol) 106-44-S 1.99 shake Nlusk Umcyams ot a] (1971) as cited in Hansch
& Leo (1979)
195 sbaks Nlask Muchleid et 8] (1972) as cited in Hunsch
& Leo (1979)
1.94 shake flask Fujits et a1 (1964)
192 shake Nask? Hanxch & Leo (1979) (from uppublished
work)
191 shake Nask Stociadslc & Setwyn (1971)
1.93 RP-HPLC-E Minnick ot al (1988)
outlier 138 RP-HPLC-2 Hafkenschicld & Tomlinson (1983)
L99 RP-HPLC Haky & Young (1984)
198 RP-HPLC Garst & Wibon (1984)
1.97 RP-HPLC Miysis & Terade (1982)
1.97 cLoce
204 SPARC pK, 102
1.9% recommond sverags 9 values.
mires 1385-85-§ 6.29 RP-HPLC - Veith et 2l (1979b)
528  shake Nask Medchem
465 CLOGP
6.63 SPARC
6.89 recommend this is » difficult call; the SPARC
calculator has sever ‘seen’ » cubene
structure; | fes] the exaremely low
solubhillty of crystalline mires is due o its
extremely bigh crystul snergy « not high
activity coellicient; the commercisl grade
oll has » solubilicy of 02 mg/L (SPARC
calculates 0.1 mg/L); the RP-HPLC valuc
seems & ltvic high but this bas gt to be
the best mensured value.
aaphthalese 91-20-3 328 slow stir Brooks et al (1986)
outlier 3.59 shake Nask Hansch & Leo (1979) (from unpublished
work)
348 shake flask Hunsch & Leo (1979) (from unpublished
work)
3.40 shake flask Yoice et 8l (1983) .
.40 shaic flask Krizshoamurthy & Wasik (1978) as cited
in Mackay et al
337 shake Nlask Pujits ot al (1964)
336 shuks flask KarickhofT et al (1979)
336 shake flask Briggs (1981b)
a3s shake flask Heansch & Leo (1979) (from unpublished
world)
338 shuks flak Hebmer ct ul (1963) as cited in Minnick et
sl (1987)
330 shake flask Hansch & Leo (1979) (from unpublished
work)
outlier 3.01 shake Nask ' Rogers & Cammarats (1969)
3.4 RP-HPLC-R Tomlinson & Hafkenschield (1986)
348 RMHPLC-E Haummers ot 2} (1982)
b % 7 J RP-HPLLC-E Hafkenschisld & Tomlinson (1963)
i RP-HPLC-E Minnick o al (1988)

outtier 4.70 RP-HPLC Veith ot al (1979b)
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3.46 RP-HPLC Miyvsle & Terads (1982)
3.4 RP-HPLC Mbyuke & Terada (1982)
34 RP-HPLC Garst & Wilson (1984)
3 RP-HPLC MeDuffic (1981)
336 RP-HPLC De Kock & Lord (1987)
3329 RP-HPLC Wang 1 31 (1986)
329 RP-APLC Haky & Youny (1984)
328 RP-HPLC Hanal ot 31 (1981) (40% acctupitrile)
3.28 RP-HPLC Rapaport & Enenreich (1984)
owtlicr a7 " RP-HPLC Vtith et »l {197%2) -
3.40 sverage all 28 values
336 averagr 24 values; outliers removed.
338 average 11 slow stir, gen. col, shake Nask valuca
337 sversge RP-HPLC-E values
136 average RP-HPLC values
i cLocGr
336 SPARC
3.6 recommend
ssphthylamioe, 1- 134337 325 shake flask Shulez ot 21 (1970) as cited ia Hapsch &
Leo (1979)
2 shake Nusk Hensch & Leo (1979) (frors unpubli ™
werk)
2.09 CLOGP
.40 SPARC pK,3.90
224 recommend sverage of 2 values
saphtbylamine, 2- 91-59-8 228 sbake Nusk Hansch & Leo (1979) (from unpublished
work)
209 CLOGP
242 SPARC pK, 4.13
228 recommend only messured vahie.
nitrohenzene 98-95.3 L84 slow stir Brookes et al (1990)
.53 slow stir DeBruijn et al (1989)
1.88 gea. col Towari et ol (1982)
158 shuke Mask Tichy (1974)
1.88 shake Nlask Fujita «t al (1964)
LD shake flask Bancrjes ot al (1980)
188 shaks flask Helmer st 2] (1968) as cited in Minnick et
=1 (1987)
LM shaks fask Lu & Metcalf (1985)
outlier n RP-HPLC-E Hsfxnschield & Tomllason (1983)
212 RP-HPLC-E Tomlinsen & Hafkenschicid (1986)
189 RP-HPLC-L Deneer ot 8l (1987)
.. RP-HPLC-E Minnick ot a] (1989)
1.7 RP-HPLC-E Hummers et ol (1982)
outlier 193 RP-HPLC? Veith et al (1979b)
198 RP-HPLC Hunal ot s1 (1983) {avp. B values, difl. %
acetonitrile)
" 1.99 RP-HPLC Miyake & Terwda (1982)
1.3 RP-HPLC Ganst & Wilson (1984)
.82 RP-HPLC Veith ot 3f (19792)
1.78 RP-HPLC McDuffie (1981)
1.594 sverage . si 19 values
1.36 svernge- 17 values; sutliers removed
1.84 sverape 8 slow stir, gen. col, shake flask velues)
1.18 sverags RP-HPLC-E values
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1.87 average RP-HPLC values
1.89 CLOGP
1.91 SPARC
1.4 recommend
nitropropane, 2- 79-46-2 0.37 shuka flask Hansch & Leo (1979) (from unpublished
work)
1.47 RP-HPLC-2 Hafienschicld & Tomlinson (1983)
0.55 CLOGP
0.98 SPARC
037 recomsnesd preferved method.
nitrosadi-p-butylamine 924-163 231 HWIR “Sterature™ valye
2.4t cLOGP
2.38 SPARC
241 recammend
witrasodicthylamine, N- $5-18-S 0.43 shaks flask Bansch & Leo (1979) (from uapublished
work)
.29 CLOGP
n.5¢ SPARC
a.¢8 recommend
" nitrosodimetbyiumine, N 6279 087 shake Oask Hensch & Leo (1979) (from unpublished
work)
.77 CLOGP
. .43 SPARC
0.57 recommend
nitrosediphenylomine, N- 86-30-6 13 shake Nusk Banerjee et al (1980)
3.18 RP-HPLC Garst & Wibon (1984)
3.6 CLOGP
3.48 SPARC
16 vecommend aversge 3 valuss
nitrosedi-n-propytumine, N- 621-64-7 149 cskulated Mabey et ol (1982)
1.38 calcuiated ASTER
131 ? US BPA (1992); RREL Treatability
: Datsbuse
1.3% CLoOGP
1.45 SPARC
1.40 recommend average of SPARC and CLOGP
computed values
aitrosomethylethylaminc, N- 10595-93-6 138 HWIR “litersture” value
. 0.24 CLOGP
.00 SPARC : .
£0.12 recommend sverage of SPARC and CLOGP
compurted valuss.
{erasopiperidine, N- 100-75-4 0.63 shaks flask Hunsch & Leo (1979) (from unpuoblished
work)
a3 CLOGP
02s SPARC
063 recommeng
nitrosopyrrolidine, N- 930-55-2 0.19 shake Nlask Hansch & Leo (1979) (from unpublished

work)
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Summary of Measuivd, Culculsted and Recommended Jog K,, Values
Chemical - CAS oK, Method Reference/Comments
0.2 CLOGP
029 SPARC
219 recowonend
aconchior 3734194 566 CLOGP
657 SPARC
6.87 recommend should be approximately 0.5 log unity
sbove heptachior.
octachiorostysens 29062-74-4 6.2y RP-HPLC Velth et 6] (1979D)
NaA cLoGP
7.69 SPARC
7460 recomuncod » rough spproximstion for this
compound cap be derived from the bnion
of pontachlorobeazzne and
trichloroethyienc; to demonstrate the
usion of frapments, log K. (styrene) =
log K., (benzenc) + Jog K_ (cthylene) -
025 (adjustment for Joss of two protons
In union, or leg K, (styvess) » 2.13+
1.13 - 0.25 = 3.0) (measured value =
2.95): snother example is g K.,
(hexachiornbutadienc) = 2 bog K, J
(richloroetbylene) - 0.28 ordog I =2 &
25-025= 4.7 (observed 4.31). Log
K._(octachlorostyrene) = log
K, (pentuchiorobenzene) + log
K. (trichloroethylene) - 0.25 or log K,_ =
8§29+ 266-025«7.700
octamethylpyiophasphoramide 152-16-9 0.52 HWIR “literature”™ value
' NA CLOGP
n.es SPARC
-0.52 recomunand
perathion $6-38-2 393 shake Rask Briggs (1981b)
i shake flask Medchem (1985) us cited in Howard
(1991)
3.n shake Nask Chion et 81 (1977)
. 3% shake flask Bowman & Saas (1983)
owtller 3.4 shake fNask Felsot & Dahm (1979) as cited in Suntio
et u) (1988a)
outlier 2.15 shake Nask Jagiaa & Guntber (1970) as cited in
Rensch & Len (1979)
3.47 CLOGP
k) | SPARC
30 recogunend average 4 valucs.
pemtachlorobeazene 608-93-§ 5.69 stirring meth. Bruggeman et sl (1982) (30 min stir)
. 518 slow stir DeBruijn et 51 (1989)
5.03 pn col Miller ef 01 (1984)
5.06 RP-HPLC-E Hammers et »i (1982)
$.20 shake flask Chiou (1585)
517 shake flask Watarsl ct sl (1982)
494 shake Nask Banerjec ct o) (19830)
outlier 4.88 shake Musk Konemsna et 2l (1979)
outller 612 RP-HPLC De Kock & Lord (1987)
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Summary of Measured. Cakulated and Recommended log K., Vslues

Chemical CAS g K, Method Reference/Commants
574 RP-HPLC" Chin et s (1986)
552 RP-HPLC Konemsann ct ul (1979)
529 RP-HPLC Veith ot 3l (1980)
521 RP-HPLC Garst (1984)
L%} RP-HPLC Garst (1984)
$11 RP-HPLC GCars (1984)
£23 CLOGP
526 SPARC
526 recommend average value 1-7, 10-18
pentachlorogitrobenzene 52-63-3 4.63 shake Musk Medchem (1985) as cited in Howard
~(19)
418 : HWIR “literaturs™ velue
4.87 CLOGP
4.5] SPARC
464 recommend only measured value.
peneschlorophencl 857-86-8 sos8 RP-HPLC-E Xic ct ol (1984)
1 RP-HPLC Carst & Wilson (1984)
508 RP-HPLC Miysks & Teradas (1982)
sol RP-HPLC Veith ot al (1979b)
oatlier 4an RP-HPLC ’ Chio et al (1986)
L& ] shake flask Schellenberg et 0] (1984)
L1 shaks Nask Suuriioski & Vinksels (1982)
£12 . shaks flask Yl‘l&hﬂg(l!‘ﬂ)udﬁdﬁlam&
Len (1979)
309 sholec Nask Jufvert et 8l (3990)
504 shake flask Xie et ol (1934)
501 shuka flask Hansch & Leo (1979)
outlier 4.06 shake flask Stockdale & Selwyn (1971)
outhier 329 shaks Nask Harnisch et 21 (1983)
- 432 CLOGP
s11 SPARC pK, 43¢
.09 recommend sversps of 1-4. 6-11.
pevtachlomtoluese. 2.34,5,6- 877-13-2 . 636 CLOGP
: 197 SPARC .
397 recommend for this compound Jog K, 2 log K.,
(pentachlorobenzenc) + frapment (CH, -
aromatic) =529 + 0.6 = $.§9.
phenanthrene 85018 4.36 slow stie DeBruijn ct al (1989)
4.854 show yiir Seoancil (1994)
437 slow stir . Brooks st al (1990) .
4.57 grs. ool Miller et ol (1985)
4.40 gen ool US. EPA (199]s)
‘457 shaks finsk Karickhofl ot al (1979)
453 shaks flask Wang ot al (1986)
4.5 " shaks ask Eadsforth & Moecr (1983)
4.50 shuke flask Medcham
outlier 430 shuke flask UL EPA (2991¢)
.44 RP-HPLC-E Hsflkenschirld & Tomlinson (1983)
42 RP-HPLC-E Harumers et al (1982)
438 RP-HPLC-L Tomlinson & Halkenschisld (1986)
446 RP-HPLC Velth ct a1 (1979b)
148 RP-APLC Wung ot 2l (1986)
4.45 RP-HPLC McDufTie (1981)

4.39 RP-HPLC . Chin ot a1 (1986)
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Chemicnl CAS g K, Method Reference/Commants
outher (R} | RP-HPLC Badsterth & Moscr (1983)
outlier 4.23 RP-HPLC Haky & Young (1984)
447 CcLOGP .
4.57 SPARC
458 recommend wverngs first 2 slow stir; consistent with
wmany of the shake Nasi..
phenol 108-95-2 151 shake Nusk Umeyams et 3l (197]) as cited in Heasch
* & Leo (1979)
1.51 sheke Nask Koneman & Udelovs (1973) as cited in
. Hansch & Loo
1.49 shake flask Konemans (1972) » cited in Hanseh &
Leo (1979)
1.49 shaks NMask Hansch & Leo (1979) (from unpublished
work)
1.43 shake fNask Machicld ez »l (1972) as cited in Hansch
& Leo (1979)
1.46 shake flask Pujies ot 2l (1966)
1.46 shake Mask Briggs (1981b)
1.42 shake Musk Stockdsle & Sshwyn (1971)
1.46 RP-HPLC-E Minaick st al (19885)
outlier - L11 RP-HPLC-E Hamwners et 31 (1962)
outlier 0.79 RP-HPLC-E Hafkenschield & Tomiinson (1983)
158 RP-HPLC Carst & Wilson (1934)
LS4 RP-HPLC Mlyunier & Terads (1982)
1.45 RP-HPLC Mirriees ot i (1975)
outlier 109 RP-HPLC Hanal ot 2l (1981) (averaps 7 values)
outller L0 RP-HPLC Eadsiorth (1986)
143 CLOGP
1.2 SPARC rK, 9.92
1.4 recommend average value 1-9, 12-14.
pbenyl mercuric ncatate $2-38-4 123 HWIR ~literatuse”™ value
[ &) CLOGP
SPARC SPARC will not currently ron
organemetallics; the ‘HWIR® aumber iy
consistent with the measurcd sohubilicy.
2D recommaod
pheaylkenedismine, m- 108-45-2 a.0s HWIR *linrature™ value
031 cLoGP
<0.02 SPARC pK 5.20
808 recormmand
phorate 3958-92-2 4.26 shake flusk Briggs (1981b)
3 shake flask Rowman & Sans (1983)
333 shake flask Falsot & Dahm (1979) a5 cited in Suntin
ot al (19882)
.92 shake fask Mewall & Lu {1978) ss cited in Reo &
Davidson (1980)
¥ cLoGr
in SPARC
8 recommend everags first 3 values.
Pphotomirex 39901-14-4 4.54 CLOGP
552 SPARC - . :
s recommend sverage calculsted value
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propumide 13950-58-8 .26 CLOGP3 Howard (1991)
3.86 CLOCGP
4 | SPARC
asl recommend sverage of 3 celculated values,
pyrene 129-00-0 £.07 slow stir Stancil (1994)
s18 gen col Miller ot 51 (1988)
sis shake flask KarickbolT et 8l (1979)
509 shake flask Mesas et 3] (3980); Hussett ot 2l (1980)
509 shake flask Wang ct ol (1986)
508 shake flast Medchem
$.08 shake flask Elingwon & Stuncil (1985)
outller 453 shaks flask Honsch & Leo (1979); Medchem
493 RP-HPLC-E Hammess et al (1922)
4.59 RP-HPLC-E Tomlinson & Heflenychield (1986)
3.76 RP-HPLC-E Haflenschield & Tomlinson (1983)
542 RP-HPLC Rurkhard ct ol (1935)
$05 RP-HPLC McDulfie (1981)
4.97 RP-HPLC Chin ct 2l (1986)
4.96 RP-HPLC Rspuport & Risenreich (1934)
308 RP-HPLC Waang et al (1986) _
4.89 RP-HPLC Hansl et 2l (1981) (50% acetonitrile)
4.98 cLoGP
$10 SPARC
S.11 recommend average slow stir, gen. col, shake Nask
valyes.
pyridine 110-36-1 0.78 shake flask Ysb ot 2} (1976) as cited in Hapsch & Leo
(1970) :
0.66 shala Nlssk Hensch & Lao (1979) (from unpublshed
work)
0.65 shaks flask Jwass et al (1965) as cited in Haosch &
Leo (1979)
064 shake flask Hansch & Leo (1979) (from unpublished
work) '
0.62  shaks flask Hansch & Leo (1979) (from snpublished
work)
outlier 1.28 RP-HPLC Esdsforth (1986)
0.72 RP-HPLC Gurst & Wilson (1984)
0.66 RP-HPLC Mirrlees et 2l (1975)
.68 aversge 7 valoes
0.65 CLOGP
0.66 SPARC pK, 500
0.87 recommend aversge S shake flusk valuss.
ssfrole 94-$5-7 266 HWIR “lircrature™ value
N/IA cLOGP
bR -] SPARC
2.66 recommend
wrychaine $7-24-9 1.93 shake Nask Hansch & Lao (1979) (from unpublised
. work) .
1.56 RP-HPLC Hufkenschiald & Tomlinsnn (1983)
431 CLOGP
2.28 SPARC .
1.93 recormunend preferred method.
100-42-$ 3.16 shukae flask Bunerjes st al (1980)
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Chemical CAS g K, Methed Refercnce/Comments
298 shake flask Hanxh et 2l (1973)
.90 RP-HPLC Wang of 8t (1986)
27 RP-HPLC Fuojisawa & Musvhara (1981)
287 CLOGP
290 SPARC
294 recommend average all 4 velues
2.3,7,8-TCDD 11766016  6.42 show stir Sijm ot 21 (1989)
6.63 slow stir Marple ot ol (1986)
.m RP-HPLC Barkbard & Kuchl (1986)
N/A CLOG?
653 SPARC
653 recommend . averaps 2 slow stir.
tetrachlorobenuane. 1.2.3.4- 634-66-2 464 slow sty DeBruijn et »l (1989)
455 gen. ol Miller ot 2l (1989)
478 shals flask Bruggeman et 31 {1982)
4.60 shokn flask Chiou (1985)
446 shake finsk Konemanna st 3l (1979)
outlier 437 shale (lask Wataral ot al (1982)
outler 44 RP-HPLC-E Hamsners et 21 (1982)
) 464 RP-HPL Konemsun ot ol (1979)
outlier 494 RP-TLC Prugpeman et 8] (1982)
4163 cCLOGP
4.64 SPARC
461 recomunend sverage of 1-5, 8.
tetrachlorobencne, 1,2,3,5- 634992 4.66 slow stir DeBruijn et 2l (1989)
4.65 gn. col Milier et s} (1934)
4.68 shaks flask Lord ct o) (1980)
459 shake flask Chiou (1995)
450 shake flwsk Konemann ot al (1379)
4.46 shake flask Banerjec et 8l (1990)
15 RP-HPLC-L Hammers et al (1982)
S$90 RP-HPLC Veith et ol (1988)
492 RP-HPLC Koaemsan et 8l (1979)
473 RP-HPLC Ganst (1984)
461 RP-HPLC Garst (1984)
478 cLoGr
4 SPARC )
4.67 recommend sveruge first 11 values.
wetrachiorobsazens, 1.2.4,S- 95343 431 2. col Miller et af (1584)
450 slow stir DeBruija ot al (1589)
47 shake Nask Chlou (1535)
156 shaks flask Wamral et ol (1582)
4.52 shaks Dask Kosemann et 31 (1979)
4.7 RP-HPLC-B Tomiinsop & Hafkenschicld (1986)
452 RP-HPLC-E Hammers ot 3l (1982)
4.0 RP-BRPLC McDuffie (1981)
452 RP-HPLC Konemann ¢t al (1979)
4.78 CLOGP
4.64 SPARC
4.64 recommend wverage of all 9 values.
tatrachiorocthane, 1.1,1.2- 630-20-6 303 calcnlated/ MiBler & Klein (1992) as cited in Mackay
ctal (1993)
NA CLOG?
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Summary of Measwred, Csiculuted snd Recommendcd log K. Values

Chamical CAS Jog K Method Reference/Comments
263 SPARC
263 recommend
retruchlorvethane, 1,1,2,2- 79-34-5 2y shake flask Banerjes et al (1980)
264 CLOGP
231 SPARC
239 rccommnend only messured value.
tetrachlorcethylene 127-18-4 2.8 shake Mask Neely et ai (1974)
260 shale (lusk Kenage (1975) as cited ip Chiou et a)
1977)
253 shake flask Bsnerjee ot 2] (1980)
3.50 RP-HPLC-E Brooke et al (1986)
.70 RP-HPLC Brooks ct sl (1986)
267 RP-HPLC Veith ot al (1980)
198 average ak 6 values
348 CLOGP
2.6% SPARC
267 recosnmend sverage ) shaks flask values.
toloene 108-38-3 279 slow stir DeBruijs ct 31 (1989)
163 slow stir Broake et al (19%0)
265 gen col - Tewari of al (1982)
268 w=a col Shantz & Marfire (1987)
180 shake flavk Tichy (1973)
278 shuks fiask Madchem -
173 shake flask Hsnach & Leo (1979) (from unpublished
work)
269 shake Oask Fujita et al (1964)
221 shake a3k Banerjee ct ol (1930) :
k 9k} RP-HPLC-E Temlinson & Haflenschicld (1986)
bR/ RP-HPLC-K Hammers ot o} (1982)
21 RP-HPLC-R Hsrnbch ot 2l (1933)
2 RP-HPLC-E Garst (1939)
7 RP-HPLC-E Hafleaschicld & Tominson (1983)
270 RP-HPLC-E Garst (1984) '
2.66 RP-HPLC-E Gurst (1984)
2.65 RP-HPLC-E Harnisch et at (1983)
3.06 RP-HPLC Eadsforth (1986)
30 RP-HPLC De Kock & Levd (1987)
9 RP-HPLC Vit ot a) (19890)
297 RP-HPLC McDufTle (1981)
2.94 RP-HPLC Kenemuan ot 2l (1979)
239 RP-HPLC Rapaport & Liseoruich (1934)
bR ] RP-HPLC Haky & Young (1984)
278 RP-HPLC Burkhard ot 2] (1985)
anm RP-RPLC Hansi et al (1981) (sverage 7 values)
265 RP-HPLC Whaslk et a) (1985) ss cited in Macksy et
sl (1992)
2.62 RP-HPLC Miyake & Terada (1932)
N 25 RP-HPLC Koopmans & Reldeer (1984)
2.51 RP-APLC Eadsforth (1986)
264 CLOGP
278 SPARC
278 recorunend average all 30 vulues.
totuene-2 4-dhmine 95-38-7 316 HWIR *litersturs” value
0.34 cLoGP3 Howard (1991)
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Summaury of Messured, Calculsted and Recommended log K, Vulues

Chemical CAS log K Mcthod Reference/Comments
034 CLOGP
0.7 SPARC pK, 540
0.90 recommend averape computed value; calkeulstions
shouid be relisble for this compound.
toluidine, o~ 95-53.4 1.6 shakr flask Schulcs ot al (1970) as cited in Hansch &
Leo (1979)
132 shake fNask Hansch & Lo {1979) (from wnpublished
work)
1.29 shube Rask ichikawas et sl (1979) as cited in Hunach
& Leo (1979)
outlier 1.6 RP-HPLC Veith ot a} (1979a)
1.36 cLoGP ’
138 SPARC pkK, 4.60
1.34 recommend sverage of J shake flask values.
toluidine, p- 106-49-0 1.4 shale flask Tichy (1974)
139 shale Nlask Fujits ot al (1964)
139 shule flusk Schultz et 31 (1970) as cited in Hunsch &
Les (1979) _
outlicr 1.9 RP-HPLC-E Hw(iwnschisld & Tomlinson (1933)
142 RP-HPLC Haky & Young (1994)
1.44 average - sll S values
L4l CLOGP
1.58 SPARC pK, 520
1.40 recommend uvcruge of 4 values
wxaphene 5001-3%-2 550 shake fhask? Medchem (1985) o3 cited in Howard
(1991)
463 shake flask Elingtos & Stancil (1983)
outlier 32 shake flask Metcalf & Lo (1978) ma cited in Reo &
Davidson (1980)
outiler 330 sbake Nask Puris ot al (1977) as clied ip Suntio «t »}
(1988) .
433 CLOGP
556 SPARC )
550 recommend top shuks flasi: SPARC calcnlated value
for octachlorecamphene is 6.10—mixture
components range from 4.50 - 6.10.
trichlorohenzene. 1,2.3- 57616 4.14 slow stir DeBruijn ot 2l (1989)
4.64 shake Nask Miller ot al (1984)
414 shaks flask Chiou (1985)
411 shake flusk Keacmavn et 21(1979)
4.08 shaks fask Wataral ot al (1983)
ass RP-MPLC-Z Hammars ot 2l (1987)
102 RP-HPLC McDuffle (1981)
i RP-HPLC Kooemanan et a1 {1979)
404 CLOGP
i SPARC
4.10 " recommend sverags of slow str, gen. col, shuke flmek
values
trichlorobeniane, 124~ 120-82-1 4.05 show nig DeBruijn ot af (1989)
39 oh col o~ Miller ot ol (1984)
4.16 shake Nadk Ellington & Stancil (1398)
409 shake flusk Radsforth & Meoscr (1983)
4.02 shuks finsk Chiou ct 3] (1982); Chiou (1985)
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Chemica) CAS lop K - Method Reference/Comment
3.97 shake Rask Wataral et 3] (19852)
393 shaks Mlusk Kooesmsnn et 2l (1979)
289 shake flask Maeans ot sl (1980) .
4.13 RP-HPLC-E Tomliason & Halkenschickl (1936)
3.96 RP-HPLC-I Hummenr ot a1 (1982)
423 RP-HPLC Veith et al (1979b)
422 RP-HPLC De Kock & Lord (1987)
421 RP-HPLC Esdsfarth & Mmser (1983); Eadsforth
(198%)
4.16 RP-HPLC MeDuffic (1981)
412 RP-HPLC Kooemacn et al (1979)
416 CLOGP
b8 SPARC
40} recomumend average of 8 slow stir, gro. col, shake
- flask values
trichlorobessene, 1.3.5- 108-70-3 4.19 slow stir DeBruijo et 8] (1989)
4.02 g col Miler er al (1989)
421 shake Mlask Chisu (198S)
4.19 shake flask Wataral ot al (1982)
418 shaks flask Kosamaon et al (1979)
417 RP-HPLC-E Hammers ct »l (1982)
4.49 RP-APLC Konsmaon ot al (1979)
428 CLOGP -
397 SPARC
417 recommend averags of slow stir, pen. col, shake Nask,
: RP-HPLC-E
tricbloroctbane, 1.1,1- 71-55-6 2.47 sbake flask Banerjee ot al (1980)
’ 2.49 “shula Gask Hapsch & Leo (1979) (from unpublished
work) i
248 CLOGP
2.51 SPARC -
248 recommend average of 2 shake flask values.
srichloroethane. 1,1.2- 79-00-S 207 CLOGP3 Medchem (1985) as cited in boward
(19m) .
208 cLoGP
203 SPARC .
2.08 recommend average computed value
grichloroethylene 79-01-§ 253 gen. col Tewari ot al (1982)
314 shaks flask Harnisch et 51 (1983)
261 shaks flask Chiou & freed (1977) as cited in Mackay
vt al (1993)
242 shake flask Banerjee ef 3l (3980)
2.67 RP-HPLC-E Harnisch ct ul (1983)
286 RP-HPLC-E Harnisch ot 4l (158))
h ¥ . RP-HPLC-E Tomlinsoa & Hafkenschicld (1986)
286 RP-HPLC McDuffle (1981)
. .54 RP-HPLC ~ Endsferth (1986)
‘ 267 RP-HPLC Rarnisch ot al (1983)
2.68 RP-HPLC Haky & Young (1984)
.56 RP-HPLC Aarsisch ot al (1983)
2.63 CLOGP ’
270 SPARC *
an recommend sverags first 12 values
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Summary of Messured. Calculated and Recommendsd log K., Values

Chernicul CAS ogK, - Mehod Refcrence/Comments
trichlorofluoromatbune 75-£9-4 253 shake flask Hansch ot al (1975)
p R CLOGP
15 SPARC
28 ‘ recommend obly measured value.
trichiorophenol 2.4.8- 95-95-4 419 shoks Nask Shelicnhorg ot 3] (1984)
410 shake flask Xio ot 2l (1984)
i shaks Nask Searikesld & Vilvkaels (1982)
3.2 sbaks flask Hansch & Leo (1979) (Irom unpubdlished
work)
3.9 RP-HPLC-L Xie ot al (1984)
3.63 RP-HPLC-E Hammers et 8l (1982)
outtier 9 RP-HPLC Veith et al (1979»)
s cLoGP
388 SPARC pK.6.83
3.9 recomunend aversgs of 6 values.
trichlorophenol. 2.4.6- 2062 4«05 shala Musk Yaguzhinsky (1973) ws citrd in Honsch &
) Los (1979)
4.03 shalkx flask Searilwsid & Vilukeela (1982)
.78 shake flask - Xie ot ol (1984)
373 shule fask Shetieaberg et 5l (1984) S
LY ) sheke Nask Huasch & Leo (1979) (from unpubli }
"w 5o oot
362 shaks flask Stockdale & Seiwyn (1971)
16 RP-HPLC-E Xie et al (1984)
348 RP-HPLC Miyakes & Terads (1982)
2y RP-HPLC Cbhin e1 ! (1986)
3 CLOG?
-3.66 SPARC pK 59§
3.7 recommend aversge sl 9 vulves.
trichloropbenoxyacetic scid, 2,4,5- 93-76-8 a3l shake Nask _Jufvart ot al (1990)
bR b shale Mask Medchem (1985) as cited ip Howard
1991)
490 shaks flask Kenags & Goring (1980) (from
enpablisbed work)
33t CLOGP
330 SPARC pi, 2.7
a3 recormmend selected shuke flask value.
irichioropbenoxypropionk scid, 24,8~  93-72-1 341 shake flask Medchem (1985) as cited in Howard
’ (1991)
36 CLOGP
kL] SPARC pK,2.95
lat recosnmend ‘only messured value
trichloropropane, 1.2.3- 96-18-4 218 messured Wang of 2l (1992) as cited in Maciay et
al (1993) )
26 calevlated Konemana (1981)
336 calculutad Wang ot 8l (1992) »5 cited in Mackay 7
nl (1993)
1.98 CLOGP
25 SPARC
2.28 recommand only messured vajue
uichlorotuluess, 2.3.6- 2077365 493 cLoGP
: 483 SPARC
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Summury of Messursd, Calculated and Recommaended log K. Valucs
Chemical CAS og Ko Method Relsrence/Comments
483 recommend average calculated value
trichlorotolysne. 2.4.5- 6639-30-1 in RP-HPLC Koncmann et 2§ (1979)
493 CLOGP
413 SPARC
i ‘recommend sveruge culculsted value; for the lost two
- compounds log K, = bog K, (1.2,4
trichlorobenzenc) + frugment (CH,
(arumstic)); hecause the methyl is
wdjacent to spother proup the fragment
constant will be slightly grester thun 0.6
which applic tn iselnted methyls:
thersfore. log K. 2 .01 + 0.6.
trichloro-1,2 2-trifluoroetbane, 1,1,2- 76-13-1 3.6 RP-HPLC-E McDufTie (1981)
329 - CLOGP
b &) SPARC
X6 recomwnend only mevsured value
erinitrobenzese, 1,3,5- (sym-) 9935} 118 shake Musk Hansch & Leo 91979) (from unpublished
work)
.27 cLOG?P
1.3 SPARC
1.19 reconymnd only messured value
rix{23-dibromopropyl)phospbate 126-72-7 s HWIR “Heerature” value
: ‘ 3.51 cLoGP
4.60 SPARC .
s recommwnnd CLOGP & mwore reliabie than the current
vorsion of SPARC for this compound.
vimny) sceeate 108-05-3 i73 shake flask Medchem (1985) as cited in Howard
(951)
021 RP-RPLC Fujisawa & Masubars (195])
[ /]9 CLOGP
(¥ SPARC
073 recommend preferred method.
vinyl chlorids 75014 136 calculated ASTER/GEMS
. 123 calculanted Mabey ot ol (1982)
L52 cLoOGP '
1.48 SPARC
1.50 recomnend aversge of SPARC and CLOGP
cajculsdions.
xylens, 0~ 98476 kR k) gen. col. Tewsri et sl (1982)
bR} shaka flask Hansch & Leo (1979) (from unpublished
work)
outlier an shake flmk Tichy (1974)
k9] RP-HPLC-E Hummers ot al (1982)
318 RP-HPLC-K Garst (1984)
ouiller 3.54 RP-HPLC Radsforth (1986)
337 RP-HPLC Haky & Young (1984)
3.04 RP-HPLC Eadsforth (1586)
an RP-HPLC, Koopman & Rekker (1984)
dud sverage ¢ all 9 values
1 sversge 7 values
309 CLOGP
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Summary of Mcasured, Cukulsted and Recommended log K. Values
Chemicsl CAS log X Methed Refercnce/Camments
3.14 SPARC
313 recommend average of first 2 values
rylenc, m- 108.38-3 320 gen. col Tewari (1982)
2o shals flask Tichy (1974)
129 RP-HPLC-E Hamuncers et 8l (1982)
k% ) RP-HPLC-E Gurst (1984)
outller ies RP-HPLC Redslorth (1986)
outlier 337 RP-HPLC Haky & Young (19894)
xn RP-HPLC Eadsforth (1986)
aul RP-HPLC Koopmens & Relder (1984)
129 sverage all B values
3.32 sverage Svalues
314 cLoGP
i2e SPARC .
320 recommend sverngs of first 2 values
Tylene, 106-42-3 318 gea. ool Tewsri (1952)
r 318 shake flusk Tikchy (1973)
329 RP-HPLC-E Garst (1984)
328 RP-HPLC-R Hammers et al (1982)
13 RP-HPLCER Hafkonschisld & Tomlinson (1983)
optiier Jés RP-HPLC B adsforth (1986)
outlier 337 RP-HPLC Haky & Young (1984)
32s RP-HPLC Hansiet 3l (1981) (svg S values,
’ differing Y%acetonitrile)
1S RP-HPLC Radsforth (1Y86)
13 RP-HPLC Keopmans & Relder (1989)
326 sversge sl 18 values
3.20 sverage 8 values
314 CLOGP
3.19 SPARC
317 recommend sverage of first 2 values.

Note: Unless otberwhie poted 3l messurcd dsts wers mplled by knhn Truesdsle of RTL. Robert Truesdsle also offered
commanty/recommendations un mensured data: with few exceptions, our recommendations are consistent with his.

Note: No version number has beon assigned to the SPARC Praperties Calculator and thevefore, future estimation of the log K, velues for these

wampoudds may vary.
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