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Summ•ry of MeaJured. Clllculafed and Recommended InC K.. V11Jua 

Cblmic"l CAS lor K.. Method llden:nc~~:ICummcnb 

acenapthene 63-Jl-9 3.92 shake JluK Banerjee er al (191ft) 

IS' ·- ~' .., l.!Jl ~n. coL MIU.r er al C 1985) 
a.(..-?~ ..... j" -, 

4.4f RP-HPLC Veidl et al (1910) 
Ul RI'•HPLC Chin c:r al (J 916) 
.f.l5 lftr81Je all V8luu 
J. '1'7 CLOGP (Venloa 3.4 •nlal orberwise nared) 
4.01 SPAJtC 
3.91 ~commcad w.,.n~ ~ln. col., shake Oask 

•cetaae fi'1-6C-1 ..{l24 shake flask'! Medchun (1915) as ci• ia Howard 
(1991) 

.0.21 CLOGP 

.a.z4 SPAJLC 

.f.l-4 reconuncad 

•catooitrilt 75-os-8 .0.34 sbake f1uk HlllnKb A Andenon (1967) 
.0.39 CI.OGP 
4.31 SP.U.C 
-0.3.1 recOIMMIId 

acetophenone 9'""-l 1.'12 •ILaka ftuk ChaJIIMn wt al Cl'72) u cia.d ia HanKh 
"lAa (1.9"79) 

1.61 •h•kaOuk Hohnes er al(lt'76) •• cited Ia Haa.sch & 
Leo(l,,) 

I .!I shakcftuk 8111Jr:J(1H1a) 
1 . .51 shU.duk Fujira er al (U~l 
1.5'7 ltP·HPLC·E Minnick et al (I'll) 
1.1l llP•HPLC ladafonb (1916) 
1.71 RP-HPLC Kuai er al (I'll} (aYtrn&W I valuu. 

ditren:at % MCIItnnitrile) 
Ul llP•HPLC Ganr A Wlllon (178-1) 

I U.l RP·HPLC Halo· 6& Youq (1914) 

u' RP•KPLC McDume (1911) 
1.56 RP·HPLC Mlyde A Terada (1982) 
1.6-1 ~vtnp averap of 11 V1d11es 

1.51 CLOGP 
1 • .55 SPA.RC 
1.64 NCIIINIWad aYUSp oft J values. 

acrolein 107.02-1 1.90 abab fluit V lida er al ( 1980) 
..0.01 Medclaem 
0.16 CLOGP 
0.04 SPARC 

-0.01 recoaMDd acroleiD will partlally hydnte; O.N il 
ualaydraled ~~~ 

aceylamlde 79-06-1 .0.67 sbalceOuk Meclcbem (1915) u ciccd in Howard 
(191t) 

·1.14 RP-HPJ..C hjlaaw11 A Muubara (1911) 
-O.Iil CLOGP 
-1.10 SPA.RC ror parenr species; compoUDd bydrelyUs 
..0.96 recnnunend "verap ...-nd vahaL 

acryiDaitria. 187-13-1 1.10 sb•ka Ralk Vdth et al (1910) 
.o.n shake nalk Coftancler (1951) as cifrd In Hansell .t 
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Sununary of Meuu~ Calculated aad !Ucummended lo~ K.. Value-

Cllemic:al CAS lo; K, Merhod R~rerenCIII~aa 

Leo(IJ7'> 
O.lS au.nask Meddaena (UI!) a. cJt.d ia Howard 

(1919) 
11.2!' CLOGP 
0.17 S1'ARC ror pareat species; eDmpouad 

pbOfoGZidiles ia •••u. 
IllS recn~n~~Wnd meuuremeaiiiDcoadusive. 

aldrin 309-01-l 5..50 slow lrir DeBnijn c:t aJ (191t) 
S.ll lhallen..Jc EDinctoa 6 Scaad1 (1 911) 
1 • .fl RP·TLC Br1c;lt (1911 b) 
7..50 lP·TLC Lord et •• (1,.0) 
!.11 Jltaufluk !JUn..- 6 Standi (1919) 
5.41 CLOGP 
6.49 SPAJlC 
uo roc-... ad rneuvrenw.ar by p~fcrred matbod. 

allyl dlJaridt 10'7-41$-1 us HWlll'"liren~ture ~lue" 

I.! I CLOGP 
Ut SPARC 
L-15 I"'CCOIUDtftcc 

aniline 6l-Sl-l 0., .. ,~gw lrir ll'oob ar a.l (19!10) 
0.,.. .... dr Delnijn ct al ()919) ... aakallulc OECDfiEC u ctc.d in Karniscla tt al 

(1.9.0) 
G.M ..... f1nk Ttday (19'74) 
Ul siaka f1uk bkbr (1977) u cited ill ICDaernaan er 11 

(19'79) 
0.90 lllablluk FuJita er al (JH-C) 
t.JO Mlbllulc Shulz et al (19'70) u deed ia Kamela"' 

tAU (1 ''") 
O.D tlaakafluk v...,.._. cr al (1J71) u cited ID Haaxb 

.. Leo (19'7J) 

o•tlill' 1..14 AP..fti'LC-1 H.UCia If II (1JI3) (aiJql bcueoes) 

oadler l.l7 RP·HPLC·I Hanaildl cr al (UO) (reference 
suhfhl.-) 

oudllr U4 RP-HPLC·I Hafkulcbield A Tamliasoa (1983) 
0.90 RP-RPLC·& 8......-s cr al Cl'IZ) 
L08 lP.atPLC Huai et aJ (1!)11) (lO•I. acetonitrile) .... RP·HPLC bdJforUI (l'"l (COIIlpauad pups) 
U6 RP-HPLC CtlncA Wllloe (1914) 
U4 RP-HPLC HalO' A Youn1 (1914) 
1.91 U-BPLC K.oaelnaaa ct .. (19'79) 
0.90 aP·HPLC MJrrleel et •• (1!)16) 

oudlcr 1.11 IP·HPLC Eadlrertb (19U) (aJI compouads) 

ourU.r ..,. RP-HPLC tOda tt aJ (UII) 

ouiUer 0.15 '! Yoli:ata (Ua) u cited ill Saito ct •I 
Cl"3a) 

0.91 even;- aun valuet 
Ul CLOCP 
J.OO SPARC PK. 4.. 76 (all pJC. v•lu• cakularcd by 

SPA.R.C) 
0.91 f'ICCMIUIIead 

? 
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Summary o( Meosun:d, Calculated and RecommencJod lo~ J<.. Values 

Cbem.ial CAS JocK., Method Reren:nce/Commeat!o 

aaclaracenc llO.ll-7 4.!.& ~a. coL MWer et al (1!)15) 
4..$1 ••• RaM Karicklaoff ecal {19'79) 
... 50 Rr•HPt.C-1 Tandlasoa A HafkaudlJdd (1913) 
4.45 RP·HPLC·I Hafkaasdll•ld A TDiftllnson (1913) 
..... 5 sbab fluk M~em 
... 51' RP·HPLC-1 K~~~~nen e« al (1982) 
4.10 RP-IIPLC: DeKock A Lord (1911) 
4.6t RP·HPLC Ead.d011ta (ln6) (cnmpoalld ;nups) 
... 63 JlP•HPt.C Wao,ec al (1916) 
4.!9 RP·HPLC McDtlflle (Uil} 
... !1 lP·HPLC Elldslorda (1916) (aU compounds) 
... 45 RP·HPLC JlaplfiOn A Ea.areicll (1914) 
4.-U RP-BPLC Huaieaal (1911)(50% aatoairrile) 

outlier J.o45 Rr·HPLC Velda e« &I (19'79a) ..... , CLOCP 
4.53 SPARe 
4.!! RCGftllllelld avenp or line 13 .. ., .. 

71-U-l l.l9 .. .,. Jdr DeBnaijo tt al (1!189) 
z.u tilL col MJUer ec &I (1914) 
Z.IS ....... flak Husdl A L.. (19'79) 
2.15 slamfllsk Tlday (lJ74) 
z.u .... fhsk Rekker (lt'r7) u citld In KmltmaDD er al 

(lt19) 
2.13 slaabl'luk Fujita er II (1964) 
Z.ll Jballafluk ~~otretai(Jt7t) 

1.10 .... flull Plellon:l (lto) M deed Ill Mackay ce •I 

n"l> 
l.ll JbU.flak .... rj .. d aJ (19tG) 
Ul RP-HPLC·! Harnilch 1C al (lftl) 
l..U RP-HPLC·E tfal1alucldeJd a TunallasoD C1Hl) 
Z.%0 RP·HPLC-1 RPUMn er al (1,.2) 
Z.15 II'·RPLC-1 Canc(lJM) 
l.ll RP-IIPLC·I Hamllch .c aJ (lJIJ) 
l.M RP-HPLC•E Garst (1ts4) · 
1.01 RP·HPLC·E Gant(l914) 
l.tl RNIPLC-1 C•nt(ltl4) 
1.!0 IP·RPLC Doudlellll: 6 Aadnn (1911) 
2.48 RP-HPLC !adlforth (1916) 
Z.41 RP.fiPLC SwiDD ec al (l!JIJ) 
l..U RP•RPLC McDufne (1,.1) 

l.l' RP·BPLC Veidl tt •I (1J7,a) 
l.l-4 RP-IIPLC Kaaet~~~~DD er al (1t79) 
2.ll RP·HPLC Claw et al (UU) 
2-ll JU'.HPLC Hally • Yoaq (1M4) 
Z.l' RP-RPLC De ICock A Lord (1H'7) 
2.25 RJ'o.BPLC Rapapon " !lseanicla (1984) 
l.ll RP-HPLC Miya .. II Terada (l!JIZ) 
l.ll IU'·HPLC V .. tb If al (UIO) 
1.17 R.P-HPLC Han•i et a1 (ltll) (20% acetoairrile) 
1.93 RP-BPLC Koeprnau a a.kbr (1914) 

Ul RP-HPLC lacllfonla (J!JH) 

:Z.l' •..nte eUJJvslues 
l.Jl av.:np 10 slow lldr. pa. coL, •h•b R•sk vaJua) 
1.12 avenp I &P·HPLC·I values 
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SIIINIIary of Measured. Calcul~tted and ltecOIIUI'Iended lo~ K.. VaJues 

Chcmk•l CAS lo; K, Merhod Refereaca'Conunena 

l.l6 avera~ 15 RP·HPLC values 
2.14 CLOGP 
l.ll SPARC 
l.ll reconunead averwp 11 ,Jo,r srir, pD. coL. shaken.-. 

RP·HPLC·I values. 

beazidioe 9l-87·5 1..34 sbab rtek ICaDemllDD CU71) u dted iD Busch & 
Leo (19'79) 

··" ..... flute Ma.ns (1980) 
1.58 CLOGP 
1.70 SPARC pK, .-.o: aU pi(. vaJues esrlntafltd hy 

SPARC 
Uri reCam.ud 

beazu(a)anthncaaa ~!!-3 5.'7'9 , .... fluk M.dcJaan 
5.51 shaket1ulc s..ea 4 Kariclchorr (19"> 
5.79 RP-HPLC · Wan1 et •I (1986) 

autli.r .f.IO RP-IIPLC·E lrooke et •• (11'86) 
oatUer 5.00 RP·HPLC lroaa ac aJ (1916} 

s.u CLOGP 
5.6'7 SPARC 
5.'7'1 a acuaa;WIId noenp sbaa fluk value. 

beiUD(b)f111oraathene 215-99-2 5.79 RP-HPLC w.n.al •• (1916) 
6.40 ?(Jeallldary) layoaael al (1991) 
Ci.ll CLOGP 
6.17 SPA.Jt.C 
6.%0 ncomnaend DO retlable ~~~euunment; aven~ of 

SPAAC and CLOCP: ailo, for poa's. me 
auacandauacl C.H. llDif ~:enenJJy 
Qtlltr'ibv• approxima~ly 1.1 ~units ru 
toe JC...; for daill cnnapouad los X.. a lo; 
x.,.cnuorantbeae)• Ll or5.12+ 1.1 • 
Ul. 

ben-<)(.)nuoraaabeoe lG'7.QS.9 U2 CLOGP 
6.27 SPA.Jt.C 
6.l0 reconunead awra;a or SPARC 11ad CLOGP; tile 

esdlnadaa alprtcbm for lbc previous 
COIIIpuuad appU. ben alia. 

benJOtc add 1.87 shakafluk '•Jita et •• (1964) 
l.ll sbalca lluk J)ardea 4 Braaen (1911) (pH .J bufftr 

4) 

Ul abakeftlllk KaMe• et al (1913) 
oudler 2.113 shaufluk Lu & Mecalf(1 t'7S) 
outlier 1.ll RP·HPLC-1 ' Haftrenxbield A TomJiauon (1983) 
outlier 2.11 RP·HPLC Gant & Willoa (1914) 

.U! RP-HPLC Mlyaka A Tend• (1912) 
1.11 RP·HPLC .HakJ 6 Youaa (1.914} 
t.H l"fnp alii .,.haft . 
1.11 CLOGP 
1.81 SPARC pJC.l.97 
1.M ncanMDd .... ,...or s values 

':' 

·• 
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SWIImtry ol Heuund. Calcui»Nd •ad Reconvnended lot; X.. VaiUG 

QenricaJ CAS JaqK.. Method Rerennce/Commeacs 

beniD(d\i)per,1eae lfl·U..Z &.0 JhakeRak MldcAeln 
Ul RP·HPLC Wane er al (19M} 
7.05 R.P·HPLC Rap•port A !bennicll (1'14) 
6...51 CLOGP 
6.75 SP.UC 
6.70 I'KOIIIIIMad aYen~p of thaJ;e naak. RP·HPLC 116. 71; 

.,.race cakul•tioft It 6.67. 

hciiiO(a)p)nae 50-J:Z-8 5.91 PIL coL Miller er aJ (191!) 
6.34 .. flute SIINn I& X.ridlhotr (1 9'79) 
&.N mabfllllk Medcb1111 
1(,00 ..... Duk M.a. 6 Karrilu (1914) 
Ut ...... Mallo• A Ran1laD (UN} 

audilr 6.0 RP·RPLC IUPINIPo" 6 EilcnnKb (19U) 
6.24 RP·HPLC HtDal et tl(1911) (GO"'!'. iOivenr values) 
6.06 calculared Wan1et •I ClJ") 
6.04 RP-HPLC: Wtllgtt t1 (1H6} 
6.11 CLOGP 
uo SPA&C: 
6.11 l'eCDIIIIDMid aY~nce ol6 mca•nd ••Ill• 

balzyt aJcoJaDI 1110-61-' 1.10 mu.n..~c BriiP(1Jih) 
1.11 IIIU.IIuk Hauelt • Leo WJ79) crram UDpllbUtbed 

wen) 
1.10 .... Rule Fujita et al (1'14) 

oudier 0.1'7 a~awn..k T .... cr aJ (1911) u cited ia Hauch A 
Leo(lt'7'> 

1.15 llP·HPLC H•lo' 6 Youac (lfl4) ... , RP·RPLC !adaCardl (19M) 
Ul RP-BPLC Hu•i ct et (1911) (aYenap 8 values. 

difftnar % eceronilrilt) 
l.l% RP.fiPLC·I. a ..... rs ec tl (1912) 
1.11 lwtql awra•l·l, 5-I 
1.10 CLOGP 
1.15 SPARC 
1.11 naanelld 

biJ(l<hJoroetltyt) elber 11144-4 l.:Z' slaallitn..k? Mldclaem (1,.!) u ctlad Ia Howard 

U'"> 
l.ll .. ,.. Velda er at (lMft) 
1.21 tvenlp •verace 2 VIII•• 
1.00 Cl.OGP 
Llt SPUC 
l.:Zl rec-....nd 

heuyl c.-ride JOCJ....M-1 1.» ..... tluk Karlban tt II (lf73) u cited ID Hausch 
(alp...c.loroiDhaeae) 6 t.-(1979) 

2.71t CLOGP 
U5 SPA&C 
z.JO I'KIIIIIIIIf•d 

bil(2-chl0rollopropyl)elher 396JI..12-9 2.51 HWIR "lltwarun'" vlllue 

dicldoroilopnpJI •lher NarA.-..tlabll NIA CLOGP 
2.40 SP4RC 
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Samnw'Y of MeaJund, Calcul1md 1nd Reco~nmcnd.c:llol I(.. VaJues 

Chemical CAS log K,, Melbod RcfcrencwCommeacs 

l.!l I'KOINIIead 

hrvmodidalarometlwle 75-l7-4 l.l19 calculated ASTER 
Ul caJcuJatac:l? CaDahan et al (1~79) 
l.1D calculahld Mab.y H aJ (1912) 

NIA CLOGP 
l.l4 SPA.RC 
2.10 reconuneadcd 

bramofonn 75-1!-l 2..]'7 calculared ASTIR 
l.3l e.lcubt.d Mabey et •• (1912) 
%.30 aaJculatad US EPA (lm): JUUL Treatability Data ..,. 
2.3'7 t:l.OGP 
l.lO SPAJlC 
l.35 RCOI .... Dd 

4-bromopbaayl plaenyl edlcr 101-55-3 5.%4 CLOGP 
4.11f SPAilC 
!.00 recamaaead avenp calcldadoo Is 5.06; ror 's:at.U' 

urpaic Clllllpllaads (volume < %!1 
c:cllftOie) die fraiPIIIDC Br(arvmaric) 
eo~~lribu._ approzimarely 0.11:0 loR 
Kow; ror rJUa co.pouod loa I(.. • to\! k.,. 
(dlpbatyf cdler) 1- G.l or ~l + t.l• 5.0. 

huc.aoi(NOS) 0.1, •laabfluk' Haucb 4 Leo (lY7') (frvln uapublbhed 
work) 

0.11 sbalreftuk? Huasda 4 lAo (1979) (fram Ullpublisllcd 
•wk) 

o.u ~--~ K• .cal (l""J u dmi in Hanxb & Leo 
(1J7P) 

8.10 RP•HPLC tlaaaJ er al Cltll(avenp 6 vahaes, 
dirr.nar % acelOGicrtJe) 

butaaoJ.l- '71-.)6.3 0.91 RP.fiPLC·E HaO.JCiaicW a Tomliuoa (1913) 
(D-bui)'J aJcohol) 0.19 IJe&col. SdlaaD 4 Mardn (1YI'7') 

0.79 pn.CGl T-art ec al (I'll) 
l.ll Cl.OCP ,,. SP.utC 
0.15 nco_. ad avenfl or '7 Y~~Jues. 

bumnof,2- , .. ,w G.61 sh ... flak Ka.,.Q ,. ADdenaa (1'61) 
(sec-butyt elcv&oJ) 0.60 CI.OGP 

1.51 SPAAC 
Ut recGIIIIftCIUI 

butyl Hazy~ plada•Jare IS-68-1 4.77 slaU.tluk Gledllil er •I (1910) 
U1 ••nuk Leyder A Joalupr (I 983) 

o•Wer 4.05 sh•b n.lk Veidl et al (1JIO) 
4.15 RP•HPLC Vtid ... t al (ltiG} 

1'' RP·HPLC McDum. (1911) 
151 RP-HPLC Aawerd .c aJ (UM) 
3.11 1 Hlny et al (lt71) u circd in CaUahall er 

•1(19") 
<1.14 CLOGP . 

l 
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Summary of Mcuund, Calculated and RecotMMDdcd lo8 K... V aluec 

Chemical CAS leg K.. Mcrhod Ref'ereaceiCammentll 

S.Ol SPARC 
4..14 ~commead avense or rop rwo shalut Ruk "-IUet . 

buryl-4,6-dinitnplaeao&.l-sec: ~1 3.14 slowsdr O.Bnaija et al (1919) 
(Dina.seb) 4.117 llP-HPLC IC1eiD er al {1988) 

3.7-1 CLOGP 
J.04 SPARC 
3.14 nconaead prefcrnd melbod. 

carbazole 8~7"-1 3.12 sltab n.sk? H ... scb 6 Leo (1979)(fl'GIIl u~apuhlbhed 
1li'Ork) 

3.76 shab Ruk? Haasch .. Leo (1~79) {from unpubliahf'd 
work) 

3.19 •h•b fluk R•n 6 Camnaarara (1."9) 
3.81 RP-HPLC !:adlfonh (198G) 
3.52 CLOGP 
l.!l9 SPAJlC 
3.!9 rKCRNMad a"trace Jlllake RuE. 

arbon disuii"Jde '75-1$-4 2.15 • US IPA {199%); Vencbutren {1983) 
1 .... ? Verxbuena (1!111.3) 

NtA CLOGP 
2.16 SPARC 
l.OO l"fCCONMnd awenp ·Uteraftlft' .-.haa. 

carbon t.tncllloride ~z.:J..a l-13 ....... n.t laaerjce ct al (1980) 
2.64 slaake nu&t Lett et Ill (1971) u cl..t ia Neely ef al 

(19'74) 
l.ll ,haun"" Kansch .. Leo (1979) (fram uapubliabcd 

"ri) 
3.10 RP-HPLC-1 Turnlluoa 6 Haf1caucbield {1916) 
:Z.7ol RP-BPLC·! HaOceucbield A TomJIIuon (198J) 
:z., .. RP·HI'LC McDuf11a (lNl) 
l.UJ A.P·HPLC l .. fonla {1986) 
l.'Tl I"Ap aD 7 .-euund n~ 
Z.ll CLOGP 
l.13 SPAllC 
:z. 73 reCDIIIIMDCI avera~ l ,hau flask. RP-HPLC-1. 

chlordaae 5,_,...., a.nt · shabflask EWDp.n aad StaacJI (1 917) cia ilomcr. 

'·"' ..... llak EUinctoa aad Stutcil (1,17) lftftJ Isomer • 
6.00 RP.ULC Vellb d 11 (IJ79h) 
5.18 CLOCP 
5.40 SPARC craasu..cr. 
6..12 rec....,..... tbe COIIII'Mrcial prod•a is • mixnare or 

i&alners; ror IDY applicatiDD dnlinc with 
tile ~or ln ... laeaaer. 6.40 should be 
used. 

cllloi'DIIailiae. 4- 106-47 .. 1.11 .. ldr Delruija ct a1 (1!119) 

1.13 slaallc tt.sk Hellner et a1 (1 PSI) M deed in Mlanick ef 

•1(191'1) 
1.13 ....... ,.. Haascb A Leo (IJ79) (lnm uapubllslled 

~riO 

1.81 lllakef1uk Tldly (1 914) · 
l.Dl RP-HPLO.I HIUIII'IIen at al (191l) 
%.01 RP·HPLC-t Mh1aick IC al (UBI) 
1.81 KP·RPLC-1 Hatkeuchlelld A Tomlliuon (1913) 
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Slllnlllal)· of Measured. Cakulared IIAd RecOftllftendwd lo~ K... VaJur..o 

Clatnt~al CAS loqK. Me: thad Refereacc:/Commncs 

1.11 R.P·HPLC Cane .& Wilson (1!18-4) 
1.~'7 RP-HPLC Koaem•nn et al (197t) 
1.91 CLOGP 
1.15 SPA.RC pK,. .... 03 
1.15 recotnnlead averaF J st aiDe ~lues. 

cblarabenuae 101-~7 2.90 slow sdr DeBruijm ec al (1919) 
1.18 ......... Broob et al (1190) 
1.84 staaka nuk Fujih er Ill (1!6-t) 
2.98 eta. coL Tewvt ec al (198~) 
1.1 .. sbabRutc Hansch tt al (lt6&) 

outlier l.-16 lbabnulc Tlch)· (1974) 
1.14 RP-HPLC-1 Gcnt(1'14l 
l.ll RP-HPLC·I HaaMn •• aJ (1911) 
2.81 RP·HPLC·I Ganr(l984) 
3.06 J.P.HPLC-1 TndlauoD. Hat1c.Dsdaleld (1916) 
1.19 RP-HPLCE HafkeDKtaWd A Tomlluoa (1913) 
l.7t RP-HPLC-1 Cant(l*) 

outlier 3.19 RP·HPLC? Veith al al (1979b} frum CaD & Braok 
(1''71) (unpab.)! 

J.OO RP·HPLC De ~k" Lord (tgl7) 
2.H RP·HPLC Mlyau A Tend• (191%) 
:z.n RP·HPLC McD11tne (1JI1) 
1.14 RP·HPLC Kaaaaann at al (1979) 
2.14 RP-HPLC Mirrlea et al (19'75) 
l.H R.P-HPLC HaJIJA YouacC1'14> 
1.79 RP-IIPLC HaaU et al (1911) (30.,. •ceiiDokrile) 
2.80 Jlaaullak Voice 1C al (lHl') 
1.16 averap 19 valael (JMUur~n~eacs 1·5.'7-11.13-%0) 
U5 aYentp 6 RP-HPLC·Jt values 
1.1'7 aftt'qt 7 R.P•RPLC values 
1.14 CLOGP 
2.10 SPA..RC 
1.16 l"eCQQfttMDd a..-.np or' dow sUr, malca fJask. f;tD. 

c& valu• 

dllorobeu!hlle !UHW 3.16 Rr·HPLC Saitoet af (199la) 
4.36 CLOGP3 Hvwud (1!191) 
.u6 CLOCP 
... 40 SPAitC . 
4.31 rwcanMftd 

cb.loro-1,J-btadlelle.l• 12'-" ... ~Ul daalieftQk Mldclleln (1985) as ciftd In H.,ward 
(1989) 

~13 SPAllC 
2.01 ACCIIIIIftCQd 

cllJIH'odibrCIIDORIIthane 124-41-l l.l3 calc alated ASTIR 
1.01) calculated Callallaa er II (19'19) aa cited in Sunrio "' 

al(l,..) 
2.14 calc•J.Iild Mabey ac al (1'12) 
l.l3 CLOGP 
2.13 SPARC 
2.17 recGIIUDtllcl avwnp ca.lcular.d •alue. 

chlorafona ,,..(;W U'7 sbabllnt HUlda et al (1918) 
1.94 shabfluk HMJdt 6& Leo (1919) (from uapublisbed 

worfc) 

.. 



' 
Summary of' M ... und. Cakulat.d •nd Rcconun•ndld lor: K. V•lu• 

Chemical CAS IQ! K,, Metbod Ref'en:nca/Commtall 

l.t~ RP-RPLC·E Tomtiaso• A Hafbudtleld OJSf) 
uo shaa flask Banerj•ec al (lttO) 
1.1'7 RP.fiPLC-1 RaflwucJUelcl.t ToadiDsoa (1983) 

outlier 3.04 RP-RPLC !adsfon!l (1916) 
1.14 RP·HPLC Haky 6 Youna: (1JU) 
Ul RP·HPLC McDum. (1911) 
U4 avenp lAiaM llask Yalua. 
us CI.OGP 
1.!11 SP.UC 
U2 nco~~•••DCI avvaiJII 7 values. 

chlorophenoL l- 95-57-8 2.19 5baka lluL"'! HanKla A Leo (19") (f'rom vopubllshrd 
wad) 

1.17 Jbak.fla*? Macbleld tt al (lt12) u cillld ia H•osch 
• Lee(l979) 

l.l' slaakalluk .... rj .. If aJ (1910) 
2.15 dlallitfluk fuJita« al ClH4) 
2.12 sb•lill fJulr Xoate~Maa I& ~ (19'7") u cir~ 

inHaudtAL.a 
1.11 ...... ,... SIDdrdalc. Selw)1l (1911) 
l.U RP·RPLC·E 1:1.......,. ••• (PI2) 
2..12 Rr·RPLC oa ., al (1916) 
Ut llP·HPLC l..afor1tl (J 916) 

oudilr 1.!4' RP·HPLC hdlrortla Cl'"l 
outlier o.u RP-HPLC Velda ef al (lJIO) 

114 

·~· 
l RP·HPLC. RP..fiPLC·I v .. .,.. 
( ............. ., ... ,) 

2.15 nua .. awnp lint t JMU•nmeacs 
11' CLOGP 
2..30 SPARC pJ(.I.%1 
1.1! ruonneDd avenp 6 JbW Ouk values. 

-kltloropbayl phenyl ether 7015-n-.1 .... JlleUIIncl! Bruton (191'7) • cited In Macby et al 
(lt9l). 

5.09 CLOGP 
4.t5 SPARC 
·US l'eCOIIUIMDd DO nllahle meuurt~Mat: tlaa fncmont 

~.,for acan ... dc) il 
approzimatelyO. 1. dau f'or lhis claemical. 
... X.. • Joe JC.. (cllpbeltyletber1 + 0. 7 or 
4.2 +&1-~90. 

dtlorp)'rif• mt*Z 5.15 slow~ Stucil(~) 
U1 ......... O.lndja d .. (1,.,) 
5.11 llaabftuk Clailllll et •• (191'7) .. _,, slaabduk ........ S...(l9U) 
4.12 ........ N..ar ec al UJ74) 
~77 RP·MPLC De Kock .. Lord (191"7) 
... '7l RP-HPLC Saito ct al (t993a) 

"'" ., ....... (aOY~Iues) 

u .. C:LOGP 
S.l"l SPAAC 
5.26 ncoiiii'IICad aven(l!e slow Jdr. 

c:la,_.. 211-41.., !.41 RP·HPLC Raul er al (1911) ('O·~ 110lveal) 

5.7P RP·HPLCJ' w .... et •• (1916) 
5.61 ? RaddinJ tt al (1976) •• cited in Macb~ 

efai(J.m) 
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Su•m•l'1 or Mcuund. Calculated aad Recommeaded 1o1 K.., Vwes 

C1tudcaJ CAS los IC,, Metllod lte!~Conneaa 

.5.73 rae&lllftd Made bam 
S.66 CLOGP 
5.71 SPARC 
S.70 nconunend da• aYenp aklllartoft a S.6!1; t.ena 

wida Medc:btlllJMUund value. 

cunteae !Js.al-1 3.66 sbbfluL., Haucll 6 Leu (1979 (from uapabllslled 
(iJopropyl beaaae) 't'Ork) 

3.66 sh•un11L"'! Huuch 65 Leo (U79) (fnalll u.publilbed 
woric,) 

l.!l RP·HPLC llaDaJ et al (Uil) (avcnp S vuuts. 

RP·HPLC 
dlnenrar •.~e tolvear) 

3.40 MJyUe 6 Tend• (191%) 
3.57 CLOGP 
3.51 SPARC 
3.51 fi&C-d lft1'11J:I aD 4 meaared valua. 

ODD Ul "~""' Delndja ef .. (1!JS9) 
5.90 , .... Staadl (ltH) 
Ul Rr·HPLC·I H.....,.ecat(ln2) 
6.12 ......... ~a Leo ct •I (197'> u dnd Ia Vclr• er aJ 

(19'7h) 

5.99 •••nlllk? O'Jiriq (1914) u dad Ia Suntlu et al 
(lJII) 

oudier .!.19 RP-HPLC CIWI ec a1 (l91q 
outlier !..00 R.P·HPLC De Kactc A Lord (1H7) 
oadler 4.7l llNIPLC McDuta. (1ft!) 

'-16 CLOGP 
u.s SPARC 
6.10 rKUIIIIIMIId lftftp or br 5 valu.~; ..... ,.,...u 

coufllaetwtcll CLOGP asdmalll; I lUll a 
Ultle COIIaneci abeuc SPARC dcvhltioa. 

DDK n.sw 06 slawdir O.Bnafja ef •• (1919) 

"'' ..... Scaodl (1994) 

'-" ll·HPLC De Xack .. Lord (1981) 
5.19 RP·HPLC Bllriclavd ., al (ltl5) 
5.19 RP·BPLC McDIIfDI (1981) 
s.u RP·HPLC Vudl er 11 (197'-> 
Ut RP·HPLC QUa et .. (1916) 
S.Q A.P·HPLC Swum It aJ (1913) 
5.'71 tla.ake lluk? O'lriea (1"4) u c-.. Ia Suado ec 11 

(IM) 

5.4' dlabna.k? 0' ..... (I 9'75) u ciM lD c:.iou eC al 
(lJ'M) 

6.!1 THOR dalabue ., died In Sbuamaa 
ud ICWa (1981) 

G.N CLOCP 

""' SPARC 
6.76 reconunead aver••alow•*· 

DDT 50-Zf..J 6.'i slow stir DelnijD et •• (1919) 

6.ll ,...,. Stud~ (1,.) 

Ul slowllir Bnollll.eai(UM) 
uo ..... 8roolll: et •• (19U) 

uo RNU'Lcf-E Bnolra .... (1_, 

6.31 llP·RPLC·E 11.1mn1en ec aJ U91%) 
f.06 RP·HPLC·& Hanailch et al (1)13) 

,.. .. 
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Sununary of Meuund. Cakul•ted and Rec""""'adtd Jot K.. Vajues 

Chemical CAS Inc K.3 Merlaod RdcrtnceiCamments 

!.Sol RP·HPLC·E Hamlscb et al (1913) 
&.36 sba~ft.tk CJUoa er aJ (191%) 
6.19 •h•bftalk'! o·Bnen (1975) u cired in Ch.lou er •• 

(1911) 
U!' sllamf1uk Eadlronll (19M) 
S.M .... fl .. lad.tronh A M..,. (J 913) 
5.76 •bakefluk? HaDacla ud Leu (19'79) { fi"'OII 

uapubUitled ""ork) 
ourtier 5.10 sftlkaOa* Plartord tt at (1912} 
nudier 3.91 sbaJDen..k Kapoor er al (J!r73) 

Ul AP·HPI.C laca.fortll 0*> 
6.12 RP-IIPLC Ead.dorda A Moser (l'll) 
6.06 RP·HPLC Cilia It aJ (Ita) 
S.b JU'-RPI.C KkiD ec al (1"1} u died in Nobll (1993) 
5.15 RP-HPLC Vetrh It al (197tb) 
!.0 RP·HPLC 0. K.ock 6 Lord (1917) 
5.56 RP-RPLC McD•flle (ltll) 

outlilr s..u RP·HPLC B•rldlard er al (191!) 
au tiler 5.31 RP·HPLC-1 TomU.•a a Ralbucbldd cr;l6) 
oudler 5.JG RP-BPLC Brooke et al (Ita} 
oadier 5.13 RP·HPLC Rap~~partA Ellcftl'lida (1984) 
oadier 4.64 RP·HPLC Swun .t •I (1JI3) 

6..20 J:lpr (lJU) u cW In San rio et •I 
(1918) 

1.01 Knap (tf'T!) u db:d In Knap and 
Gorial (1911) 

!.51 JC.aap (1975) a cited in Rao 111d 

DaWiaon (1910) 
&.• avenp aYCnp 13 "Values (llleasuremeaDl·ll. 

16-ll. 2J..30) 

"'' CLOGP 
7.01 SPARC 
f.Sl ....... od nerap f1nt l*"' sdr valae: rile curnar 

SPARC ...a.&.._. 111 ltava a 
caalonaadoftal problaa with DDT and 
DDD. 

DlaU.• llU-1'-t ...... 9 ,h ... Ruk J:lliapa A StaacU (UII) 
5.23 CLOGPl HD""Ird (lt9t) 
l.?f CLOGP ,..,, SPARC 
4.49 I'KOINIIIIld only meuund ~lue. 

dJbeuD(a.la)aalbracene SJ.10-J Ul R.P·HPLC lurtmanl et •I (1JI5) 

6oS~ tbakltfluk Meuu et al (1911); H•saeR eral (1910) 
~. ... CLOGP 
"''71 sPA&C 

"" C'ICOiftacU aYerate flnt rwo values. 

dibnlno-3-chJonpropsne. l.J. 96-12-1 2.l6 CLOGPl Hcnrard C\,1) 
2.26 CLOCP 
l.41 SPARC 
l.l4 ~·d awrap calculated Ylllue. 

di-n-butyl pJadlal•ll 14-74-Z ... 5, RP-HPLC Handle' et II (lfU) 

4.J9 IU'·HPLC Hanlileh If •• (1913) 
... 79 sbab ftuk Howard •••• (1M!) 



ll 

Summary o( Meuund. Calc:ulatwd aud Jtec:onunendtd I~ K.. VaJuo 

Chemical CAS logK.. Mtfbod Jterertftce!Camrnea r. 

4.71 sbwftuk Medchern 
4.!7 11hake O.ak Lcyder a loulan~r Cl'll) 

oudler 4.01 :~Iaake nut Raralldl er a.l (U83) 
.f-57 JlP·HPLC !adslwth (ltl6) 

outUer 4.13 llP•HPLC McDum. (1911) 
outlier 3.1 .. RP-RPLC Hvward et a.l (1915) 
outlier 4.11 O!CD (IRI) •• deed ill HGWard •C al 

(1915) 
4.4.5 Ct.OGP 
4.!! SJ'ARC 
•U1 recununead n .... ~ nnr 5 valua. 

cfJcllJorobcueaL l.l· 95·51-1 J . .U ... De8nija et al (lJI9) 
J.JI ;ea. cal Mllw et al (1914) 
3.61 Jhauflut Harudl er a.l Clnl) 
3.55 sllake Ouk ICDIICIIMU ., ., (lf'79) 
J .... ....flak Wacaral er al (1912) 
3.40 ...... n.M a.Mrjee et a.l (JHO) 
l.ll .uat~~st Haudt 41 Leo (ln!J) (f"rom u_npuhli .. •htd 

wort.") 
3.~ RP-HPLC·I Tcnllaloa A Hat'lransdlilld (1916) 
3.!6 JUII·HPLC·E Cane (191•4) 
l.l4 ltP•HPLC.I Ha..,.n er al (1982) 
3.4 RP-NPLC McDumt (1911) 
l.lt JUII..JIPLC Kaea~ann er al (1979) 
J.l4 IU'·HPLC Hamllcb • al (1H3} 
J..lO RP-HPLC Hanaisc• tr al (1913) 
l..U CLOGP 
3 .... SPARC 
l..U h'COIIIMIIld aftl'ap aH 14 -rues. 

dlcbJorobenzcnc, 1,4- 1~'7 l. .... ... ldr Dellruijn et al (19") 
J.l6 .... llroolca at al (i990) 
J.JI_ .... - M.War tl a.l (1H4) 
J.Gl ~ ..... X.~~aaan et al (19'79) 
J.5l sbalan.k 9VataralttaJ(1JIZ) 
3.47 umfluk PlAin er aJ C1MS) 
l.42 ........ Ocucls « al (1991) u cited iu Noble 

(1993) 
3.31 lhallien..k Lao t1 al (19'71) 11 cited Ill Neely et aaJ 

(19'74) 
3.!14 RP-IIPLC·E TOIIIIIDoo A Hafkelllclaj~:ld (1986) 
3~7 Jbalre n.Jc ._.,... tl a.l (1910) 
l.l5 sbalan.lc Tlday(lt'74) 
l.4l U·HPLC:..I a ........ ., .. nm> 
l.l7 RP-RPI.C·E CUIC(lm) 
3.26 RP-HPLC·E llaftlllllachi.W £ TonaU- (1983) 

outlier 171 RP·HPLC Vcfdt tr al (lMO) 
.UI ltP-RPLC McDufne {1911) 
3.43 RP·HPLC Mlyale A Terada (1911) 
3.-t2 RP-HPLC HaDai et •I (1911) (60•t. -roaitrilc) 
l.l9 RP·HPLC ~Coaemau et al (IJ7f} 
3.57 CLOGP 
3.-M SPARC 
J.4l I"CC''IIIUUlaad llwtatlllll vaJuts(INUUI'CIIICfttlll-14. 

? 15-11). . 

dlcblorokazidloe. 3,3' 91-94-1 J . .Sl sbalra llak Baaerjft et •I (lJIO); US EPA Cl9~l) 
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SliiiUJiary or MtiiiUrud. CalculAU«i IDd Rtcnnuncaded lo~ K... Valaes 

Chanica I CAS logiC,. Medlad RefereDce/Commcntll 

l.S'7 CLOGP 
3.95 SPAJlC pK,1.l4 
3.!1 l"'lComm.nd oaly meuurcd value. 

dlchlnmdiRuoraraedaaae 75-'71-1 1.16 slaaka fluk Hauch er al (1975) 
2.00 CLOGP 
l.J'7 SPARC 
2.16 reconu~~end oaly meuured "·alue. 

clk:lalorerhant". 1.1- '75-34-3 1.'79 •h •• Oaslr Raasch er al (15175) 
1.'71 CLOGP 
1.1! SPARC .. , recamnaead only measund value. 

dlc.loroedl.ae. l.l· 10'1-o6-:Z .... s Jh•• n.sk B.anerjee et al (1980) 
1 .... Jb•kal1uk R•ucn 4 Leo (19'79) (from unpublbbed 

work) 
1.-46 CLOGP 
1.40 SPARC 
l.ol'7 recanunead .,-erap l measured .-.haa 

dicbloroedayleae. 1,1· '7W5-4 2.J3 ,UkaOuk J'lledcl11m (1J8l) u died in M11bey et al 
(l,ll) 

l.J7 CI.OGP 
l.lJ SPAilC 
2.13 ~•d only mnsunc:l ,-.Jue. 

dldabuedlylene. c•l.l· 1!6-59-2 \.U sllakeflulr: Mlddsem (1915) u dted ill Huwanl 
(1991) 

1.77 CLOGP 
2.11 SPARC 
1.16 IWIWIU&i!Ad oaly meuuncl \'11lue: SP ARC does Mt 

curreatty clild.,.uR cillcn•; 
calculadoa wW be cloMr to tbe nu 
coaf~AarariDa. 

dichloroedaylea&. nu-1.,1- l!U0-5 2.JI' sUIIalluk? Medchcm u cilad ID MaiM')' cr al (\91%) 
l.Of5 .... f1uk? Meddtllli (1915) u ci ... in How.rd 

(1991) 
1.7'7 CLOGP 
2.10 SPA&C 
2.07 ~CIIINMad aYtr'11Kal measured Y11lua. 

dlclllorophenoL 2.4- 12Nl-2 l.JO sbak!tfluk Madaield e1 al (J 9'72) as cited Ia HaiL!ICh 
.. 1Ao(lt79) 

l.ll sbalat Ouk SclleU.nberl ot al (ltl4) 
.J.lt JhU.Ruk Xie.tal(lM4) 
Ul JbakaRuk YaquzuaJIIr.y er a1 um> as dted ia 

Hauch A L.a (1''79) 
3.16 mu.n.u Stockdale A Setwya (1971) 
2.10 51aalcaft8sk ..... (15111b) 
l.ll RP·HPLC•! Xie •••• (1914) 

2.92 R.P-HPLC-1 HaaMn et al (1982) 
3.14 RP·HPLC Mlyaka A Tenda (1912) 
2.11 RP-HPLC Claia et al (1tl6) 
2.96 CLOGP.' 
3.06 SPARC pi(, 1.6-4 
3.01 hCOIIUiillld tveraae rant 10 values. 
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Summary ol Measun:d, Calculared •nd IUcommended Joe K.. VaJua 

Chemic: at CAS 
'"" 1<,. 

M~rbud RcreraactiCOIIUIMall 

dfcbloropb~noxyaceefA: acid. l,.._ !14-73-7 2.90 shak Qask &rl=s ef al (198'1) 
(l. ... D) l.!O Jh•lca flask Kltl'ler & Sellon hen- ( 1981} 

l.70 CLOGP 
J.o.t SPAAC pK,l.9! 

"0 recommeocl avcra~e l meL,ured vaJua 

dldllonpropaDC. l .%· 78-17·! 1.99 CLOGP 
1.94 SPAilC naasand JOiubility In ••ter ~ 7;tL 

ao•q. SPA.ltC l. \ dl-thoh&bllity is 
cafculac.d accuntaly, 1o1 ~ should be 
AUabk. 

1.!1'7 rtcOIMiead 

dicJalorop111fMCM. L.J. S..%-75-6 l.OO shtkaftuk? Meddtem •• dtN ia Mabey ct al (191.2) 
1.1f CLOGP 
2.10 SPARC 
l.OO ~ 

dieldrin 40.57·1 5.40 '"'"" Dekuijo et al (198J) 
outficr 4..5 .. ... Jnoa. et al (~"> 

U4 ...... Stucil 0"4) 
5.1' JID.col.. U.S. EPA. (1Jttb) 
!.11 RP·IIPLC£ Ha.....,. ct al (191l) 
4.55 RP-HPLC O.Kock A LoN (l9C'T) 
5.1U ..... ftuk U.S. EPA. (U9lb) 
4.32 ...... n..k Kaauawa (1!111) 
4.09 ••• lluk IUiAI"'G A Stancil (1918) 
6.%0 RP·TLC .. (J911h) 
~ slaw Jtir Staoril (l 994) 
3.0 CLOCP 
!.10 SPA.RC 
5.37 recaaunend overap ofllliper slaw ~tlr valuH. 

diel:byl plachtJa~ l.-'1 sbalre ftuk7 Medcbaa (IJ8S) u dted 1D How•rd 
(1991) 

1.47 sbden..Jc Scoft ,, •• (lm) 
2.3! slau.tluk ~ar A louJaaoer (190) 
Z.Z4 ....... Dulc Howvd ,, .. (1 n5) 

cnadier 1.40 sllaanuk Veitla er aJ (lfiO) 
3.08 ltl'·HPLC 0. K8ck .. Lord (191'7) 
l.G7 RP-HPLC Velda .:t •I (1910) 
l.l9 RP-HPLC Hawiml tt 11 (1915) 
%.!of CLOGP 
us SPA..RC 
150 ..........ct a-w.np '7 wlua. 

diedlyktilbeltnl !6-53-1 '-07 sb•ken.dt HaiUCh & Leo (1979) (from uapublisbad 
1Joril) 

4." CLOGP 
S.lS SP.U.C 
S.t'7 reconuDtDd oaly ~~~n~and Yt&lue. 

die~ pltibalare ll7-II•T HS slow stir O.lruija ee •l (1H9) 
(blsQ-edlythayQpbdtabica) '7.14 slowsttr lroolet et •I (1990) 

outlier 1.15 RP·HPLC·I H•mlach er al (1913) 
1.N RP-RPLC-1. Harailch et 1tl (1983) 
7.9 .. RP·HPLC' Howard et aJ (1915) 
7.16 RP-H.PLC Klein •t 1d (lHI) 
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Sa&nunary ofMeasuRd, Calculated and Recoauncnded lo-. IC_ Val11cs 

Chtlftic.l CAS los I<.. Metbod RefervncaiCOIIUMitts 

outlier ... 20 R.P-HPLC1 Vdrb er •I (19"79b) 
vuttier 5.03 sbwnuk Hanbcll er al (191l) 
o&&tlier 5.11 OlCD (1911) u cit.d Ill Howard et al 

(1985) 
outtier 5.30 Hlny ot al (1971) u cie.:d In Cllflahan ct 

ai (U79) 
U1 CLOCP 
'7.51 SPARC 
7.JU ncoawnead avcnptlow sl1r. 

dilnctboate ,0-!1·5 0.79 slaake fluk llriiPCl"lb) 
cuo shake n~~~~c HUSAiD er al (1974) as cited ill HanKh"' 

1..- (1J7f) 
1.71 tlaaJrafluk ao-"11lan A SanM (191l) 
0.75 CLOGP. 
o.so SPARC 
.. ,g ACIOIIIIII .. d avenp 3 menured values.. 

dimedlosybeazidine, 3.3' ll!M04 1.11 HWIR '"lllenahln" value 
l'f/A CLOCP 

l.OO SPAAC pte_ 4...0 
1.11 reconun.acl ........ nd ... ·aluc. 

cUmechytbeal(a)mdtruene., 7.ll• 51-9'7-' 5.91 sbabfluk Me.u ee aJ (191U) 
6.66 CLOGP 
6.51 SPAAC 
6.6l recGIIUIIetld •"'-ra~ calc1llat.d value; for tha 

c:aaapoalld .. X.. • lot= lew 
(bcltl(ll)tiDdarac:eDe) • 2 (nJ!'Mat (CH, 
(aromadc) or loC K.. • !. 7 + 2 f'raiJDeDt 
CH, ; Cbe fntpneac CODIWit for lddbar; 
IMdl,t ro IMirleae i10.6; chill will dldlae 
•lchdy • raolecuW' sillt iacnues. bar 
•ho•ld ahr.,. coacrib•• at leur 0.4 
(per). 

dimetbJtbeuidinc. 3,3'- 119-93-7 2.34 CLOGP? HW1Il '"llferanan" value 
134 CLOGP 
3.11 SPARC pK, 4.7<1 
Ul ncoanaead avenp calculated value. 

dlmerlaylpbcnnL 2.. ... 10547-!J 2. .. 2 ........ Baoerjee er .. n•> 
2.30 sbalce nut ICMIIMII (19'73) u dttd in Reuda A 

1Ae(lf'7t) 
l.4t RP-HPLC HaL')' A You1 (lft.t} 
2..1 Rl·HPLC G..-6 Wllloa (191M) 
2.36 R.P-HPLC v eith .... (I.J'79) 

1.14 U·HPLC Haky • Younc (1914) 
oadJer 1.99 Rl'-HPLC V,idl ec al (lHO) 

~ •vtnl!ll 2 shalca flask nlll• 
Z..f7 CLOGP 
2.J& SPARC piC, 10.6 

~ 2.36 recommnd avence r ... t' values. 

dimer•yl pbchla~ Ul·lt-3 Ut shabllut Veith cttal (1910) 
1-56 shaken...t7 Mcdcbem (1985} u dlld iD Howard 

(1991) 
I.Sl •llalcanuk t..yder 4 lloulanpr (1913} 
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Summary o( Meuu~ Calculated and RecocM\eadcd lo~ K_ Valua 

Cbtmical CAS ros K.. M•thod Rercrl!ncaiCCifiUIWDtll 

1.4'7 Shlllce Ouk Howard at al (1985) 
outlltr I..W 'bake Oask Sc:olt ef ., (191'1) 
ovtUer uo R.P-HPLC Row.rd et al 0 'IS) 

1.62 RP·HPLC McDufT•(l!JIJ) 
Ul RP.fiPLC !acbfetrUI (1~ 
1.41 CLOGP 
1.56 SPARC 
1.5'7' rcCI!IIIIIIdd aver.p 1-4, 7-a. 

dJnitrobeazeae. 1,.1- 1.4t shaM Oask Fajita et •I (196-4) 
1.49 dlalr.e tla.-.fc Jfaotcla I& ~ (l979) crrom llnpubUs.bed 

work) 
1.!% R.P·HPLCI Dmcer et al (15JI'7) 
Ul CLOGP 
1.51 SPARC 
1.!0 ~d avcrap 3 meuun:d values. 

dloiln:lpbenol.l.4- !1-ll-5 U7 .... flulc Meddlc:Jn 
1.59 Jhabdask MedciMm 
J.~. Jbalriea..t M-"l ... 
1.!! tbUeftuk Medcbela 
1.54 ••• fluk Kurihan tt aJ (1!1'73) u cited In HIIDJcb 

A Lto(l9'7t) 
1.51 JhakcO.M Haucb .t lAO (1977) (from unpublished 

work) 
.1."6 llaau lllsk Stockdale A S.lwyD (U11) 
1.79 CLOCP 
L-40 SPARC p1(.4.06 
1.55 r.c.unend avtra;.e 1 Yalll ... 

dJnitrotolllllle, :Z,4- 121-14-Z l-04 lP·HPLC! Deeeer at al (1911) 
1.!11 ••• flask? HaMCh I& Leo (19'79) (from uapublilbed 

work) 
2.05 CLOGP 

. 1.03 SPAJlC 
2.0J rec01111111Dd averapl meuu~'CI valuu 

dfDitrotolaeac.l.f. ~21-l 1.01 ltP·HPLCE D.oeer et al (191'7) 
1.7l ••Buk? Medc:IMm (191!} ~cited iG Howud 

(1991) 
1'114 CLOGP 

l.OJ SPA.RC 
1.17 recCIIIU!Wid •vera• 2 .. uund valu-. 

dion-:tyl pladllalatw 117-U.O 1.06 JlP-RPLC McD•trle (ltlt) 
9.4t CLOGP 
I. OJ sPARe 
I. Of J"fCCOIUMnd onty mnsund value. 

dioxaae 1lJ..t1-l .Q..fl lballe fluk· Collalldor (1951) as ciwl iG Haasch A 
Leo{U'79) 

.O.l7 ·~• flask Haucb 61.ce (19'79) (from uapublished 
work) 

o•dier O.lO ltP·HPLC-E T01DUuoa I& Hallllloscbield (15186) 

.0.4!J RNIPLC McDulfte (lftl) 

~-'' CLOGP .' 
-4.10 SPAAC 
-4.l' ftCIIIftlllaad &¥crap Of J Ylll-
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Summary or Meuured. CAlculated and Reco~ftded Joe K.. V•lues 

Chtm.lcal CAS log !C.. Merhud Rdareace/Conuneaa 

diphenyl•min• 122-39-6 3.11 shalte ftuk Maa~eb A Leo (1,'79) crnm Wlpublllhed 
"orlo:) 

J.!U lbllkll f1uk Haasch Ill Leo {1979) (from IIDpubllllaed 
work) 

l.oll ,haallaak Brie;~ Cl'l1b) 
3.34 sh .. kaf1uk Hauch A Lea (19'79) (trum uapublisbed 

..-ork) 
3.23 sh•blluk Rocen A Cammanr. (1961') 
3.12 RP·HPLC Gam4t WU.0D(lfl4) 
l.4l RP-HPLC Vtitb at al (l9'79b) 

oucJier 1.37 RP·IIPLC Vttdt er al (1'79a) 
Ul CLOGP 
3 . .5'7 SPAJlC 
3.41 rw:ommend averap o('7 valaes 

dlsulfoton 2~ 4.02 .... flask lowlnan A Sa~ (1,13) 
3.94 lha•fluk EWnctoD A Staactl (1911) 
3.14 RI'·HPLC S11ito at al U"la) 
3.19 I¥Wn~~t .JIJ\ .. IuH 
J.U CLOGP 
4.10 SPAJlC 
l.,. reca .... act avera~ l slaab ftuk values 

t~~doaallan 115·29-'7 4.5% ... n..k ElliD•• A Stancil (1'88) (D) 
l.ll sJaallelluk Howard (1"1) 
3.0 ...... flak? AU (Pia.D. 19'71) u cir.d In Sundo et aJ 

(1981);(11) 
3.55 ...... flaiiC AJI (Ph.D .. 19'71) 111 cited lD S11nriu ct 11 

CUII);<n 
N/A CLOGP 

US (I); 4.4$ CII)SPARC 
4.10 I"'CIIMNaead (or nlixtun:; lnr bomen: J.ll ror (1): -4.~ 

for (II). 

eaclria '7l·lN !.lO slowldr Deln.lja et al nH9) 
.a.n ..... IUfDpa A Standi (1,11); Sr.ndl (1.994) 

4.1' .... US. EPA (ltflc) 
·Ul ........ U.S. IPA Cl"lc) 
4.!6 slaalelluk laddar1tl (1916) 
.-.u llP-RPLC Vel" er al (19'79b) 
5.01 RP.BPLC ladsfortb (l,U) 
4...0 RP·HPLC Rapaport A !IJoanich (1914) 
J.61 CLOCP(l.J4) 
l.n CLOGP(lA) 
5.10 SPARC 
S.OG neatMMncl avent~ stow Jdr values. 

adriD aldehyde 14ZJ-93-4 N/A CLOCP 
4.10 SPARC 
ooi.OO recawncDCI molecular confonnadoD Is aneert•iD. 

epalorohydriD 106-IN o.JO mnsand! KrfJpbeld A Vander;ea (1"11') ., cited 
ill Howard (t 989) 

IJ.l.4 CLOGP 
0..20 SPARC 
0.25 • ecanmei!Mt avcnp of all values 

edlol)'atbaaol. 2- llo-10-5 -O.ll cakulaeed KoaemanD (1JI1) 

·. 
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SUII\Ihty of Mtasua-.d, Cakuhated and RtCOIIUMDdcd lo~ K.. V1Jaes 

Chantal CAS log K,, Mtrbod Reft"aceJCommentt 

outlier -o.s .. lhab Ouk Cou .. •rcl'Sl) u cited in HaDKtl tl 
Lco(l979) 

.a.10 shake flask XoatmaD 6 Dobromywjoa (1975) u ci~ 
Ia Ha~~~eh .. I..o 

.all CLOGP 

.0..85 SPARC 

..f.lO l"'commelld best meuund lfalue. 

dhylacetata 141·78-6 Ul ~IL col Tewari et aJ (lfll) 
0.13 :dtat.f1uk Hauda A Aadcnon (1967} 
1.66 sJaakanuk coaaadcr CUSl) u deed in HaJUCb & 

LH(1979) 
0.91 RP·RPLC·l Halkasellield A TOII\lluoa (15113) 
l.OS RP·HPLC Haley 6 Youac (191-4} 
0.11 nenp all S vatu. 
0.11 CLOCP 
0.11 SPAR.C .. " n~nd aVenp 3 pa. coL; ••• flask val au. 

tcbylbeDzelle 100-41-t l.16 pa. col. T~ari ct al (191la) 
l.ll pa.cal T .. art rt al (1912b) 
3.13 .... - Scbanu A Martire (1917) 
J.15 make flask Ra!Uda tt al (!HI} 
J.JO RP·RPLC-1 Rarailda er aA (1983) 
3..2& RP-HPLC-1 HIUIIIIWn et al (1982) 
117 RP-IIPLC·! HantlQ et al (1913) 
3.11 RP·HPLC·! Haflrulchleld 6 TomibaloD (U113) 

oadler 3.57 RP·HPLC ladlrorth (UIG) 
J.ll RJ'.HPLC R•nal ec al (1911) (nenge or 6 values. 

diftert•c %.atoaitrilo) 
3.1& RP-HPLC Miyake A TU'IIda (1982) 
3.07 RP·HPLC ladsfonll (1916) 
3.17 avenp 11 '¥111aes 
J.t1 CLOGP 
3.19 SPAAC 
J.l-4 

,. 
recannend avanp.a pa. col; sbalce Oalk values 

athyt cllbl'alllldc 1~ L71 HWIR "litenhiN" lfalue 
t.1• CLOGP 
1.7! SP.UC 
1.75 reconnend avcnp or au ~fa lues. 

nbylene dlicnlra K-45-'7 ..0.66 shalcc lluk Haascb A 1.&.-u (U'79) (tnm •npubiJsbfd 
work) 

-1.17 CLOGP 
-1.00 SPAKC 
.0.66 recoiiiiiNDd oaly masured vahaa. 

eth)idber ~.Zf-'7 8.19 ,h•ke Ratk Haasch er al ( 1J'75) 
0.13 slaalce Ruk Colluder (1 951) u deed in Hanscb & 

1Aa(1919) 
0.17 Jh•lcafluk Haaacb II Leo (U79) crrom uapubUtbed 

wort) 
lt.91 'RP·HPLC·I Halbascbil!d 6 Totnliuoo (1913} 
0.1'7 CLOGP 
I.CIO SPAilC· 
0.13 recotllmlild avence all lftdua 
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Summary or Measured. Clllcular&.-d •ad lteeonunended Jot K.. Valuet 

Chemical CAS log K. M•thod a~rr~MeJCommerau 

•tbyt merhacryl8te t'7-3-l 1.59 HWIR '"licwracure'" value 
l.Go4 CLOGP 
1.65 SPAAC 
1 • .59 nCCNMMDd 'HWIR' value c:lose ID calculariora. 

ethyl .. etbaoesulfoaahl '2·~ 0.0! HWIR .. lihlncun'" value 
N/A CI.OGP 

0.01 SPAAC 
0.05 ~onunead 'HWIR' value d01e ro calculaatioa. 

nuonadlene lOG-+f.O 5.1! •low sdr Brooke" .. (19911) 
5.16 dlnrldr Delndja cr al (1919) 
5.09 llrntldr Scaadl (199-f) 
5.39 ...... U.S. EPA. (1991d) 
!.JO sJtal.'e flask Meddlem 
5.00 IIIU.ftuk HanUicla rr al (1913) 
4.1! shalrefbsk Medd•ena 

oadier ..... 7 RP·HPLC·I Hamilcla et al (1'13) 
audier .Ul RP·HPLC-1 Hanu.cb et al (1913) 

4.90 llP•Hl'LC w..., ct al (1916) 
U4 RP-BPLC Chia ec aJ (19M) 
5.06 ........ averap or 1-'7, t•u . 
us CLOGP 
5.01 S!'ARC 
s.u I'CCIII'IIIIIftd awnp 11Gw tlir, pa. coL. abob nask. 

values. 

nuonae 86-73-'7 ..... sbaunak Ha11.11eb 4l Leo (19'79): U.S. EPA (1992) 
4.11 slaau llllk WaaJ. rr al (1!)86) 
ol.lJ .~a.unuk Medclaena 
4.11 RP-HPLC·& Hanunen et al (1982) 
ol..aO RP·HPLC w •••• , •• (l916) 
4.31 R.P·HPLC? Vdlb etlli (t9,b) crrom Carlson er al 

(1!171)1) 
.uJ RP-HPLC Wane et al (IJN) 
4.23 RP-BPLC Rapaport A &iMnnicla (19114) 
4.111 RP-IIPLC CltiD ., .. (ltM} 
4.1M RP·HPLC Hauler al (1981) so..,. l&:atoaitrile 
~.21 1"'-erap aU 11Y1tlua .... CLOCP 
4.ll SPA.RC 
ol.ll I"KCCIWMftd averap or aU JneUUI"'tnnlll. 

roi"BBIIIdelayde so-oe.o o.l5 CLOGP Ho•ard(l919) 
-G.05 SPAaC 
~05 reco~N~~ead compouad will partially laydnro; 

caku .. doa il lbr panar compound. 

ronnie add W.IW .0.5-1 •habfluk Collaader (lJ!I) u cired ia Hanscb 4 
Leo (1979) 

.0.54 CLOCP 
-o.6ol SPARC pJC.3.7S 
.o.!ol reconunead 0111J IDCUUrW value. 

furaa 11.00-9 1..34 llaakella.• Medcbcm (lm} u cited Ia Howard 
(1!1911) 

l.l2 CLOCP 
1.4-4 SPARC 
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Swnma, n( Musund. Cak:ulated IDd RKOmnMnded lo; K.. Valua 

Olemical CAS lo; K.s Method Rererc:nca/Comments 

1.34 nCGmlllend 
hephlchlor '76-4U !.53 shabOuk !UiDpa 4 Stancil (1981) 

5.58 .RP·HPLC ~ Kock. Lord (1987) 
5.44 RP·HPLC Veith er aJ (19'79b) 
5.27 RP-HPLC McDurila (1911) 
5.46 avencc: aU4 valuu 
4.9l CLOCP 
6.ZG SPA&C 
U6 recommend one wauklexpect bc:ptac:hlor to have 

appnsilnarely the same K.. u chlordane 
Clos K... • 6..12) and sU~:hrty b.• than 
aldrin (lo~ K.. • 6.50). 

bepracldar epoxide lftl~57-l 5.40 RP-HPLC Vtitlt er al (1 9'79b) 
uo CLOGP 
4.!'0 SPARC 
5.00 rec&llllftMIICI tbfl oae AI dlf1icult; one would cs:~NCf 

bcpracblor tpo:dda fAt h•.,. • IC.. lil;tuty 
lui tbaa adler dieldrin or eod.rift; abo. 
rhe epo.-ide sbouJd be approsimately 1.5 
loC unio be»w bcpcMchlor wlalcll wo~o~Jd 
put it - 4.1; tile RP·HPLC sllow• 
Hephddor and HepJaclllor epc•:~ide co be 
tJaeNiftL 

hesacbJDro~ne 111-'7..t-l 5.73 slotr ..cir DeBnaija et al (1 989) 

S."' pn.col. MWer et al (19 ... ) 
5.90 RP·HI'LC-E BrooU et aJ (1'"1 
5.66 RP•fiPLC·! Hammen er111 (1912) 

11utlier '7.42 RP-HPLC Veith at al (19.,.,a) 
6.92 IU'·HPLC De KDCk. Lord (191'7) 
6.16 AP·HPLC Burldlard ct al (1985) 
Ul RP-HPLC Rapaport & liseareich (19&.4} 
uo RP-HPLC 1lnokliet.U(l91C() 
6.51 lt.P·HPLC C1lJD er aJ (1916) 
6.<11 IU'-RPLC Md)uf'fJe 0911) 
6.41 I.P·HPLC Eadaforth Clft6) 
Ul RP-HPLC Eadafonla • Mw (1983) 
U7 RP-HJ'LC Koaunaoa et al (19'79) 
uo RP·KPLC·I Tomlluon A Hafbascblekl (1986) 
6.%% llP·HPLC Doac.bete A A.adna (1981) 
5.11 RP-HPLC Gerst (1,84) 
5.70 RP·HPLC G•nt(1914) 
5.64 llP·HPLC Ma-.or (1 917) u cited in M11ckay er al 

(1,1) 

!.445 Rl'·KPLC HanUKb et al (1913) 

5.2' RP·HPLC Hanilch cr •I (190) 
5.23 RP·HPLC Velds ct al (l97,b) 
6.11 shabfluk !adatat'lla (191&) 
!.tl& .ttakeRuk Eacbronll • M0111r U'SJl 
5.!7 sbal.'e nask'! O!CD (1911) u .:ited 1ft Bl'OUb er •I 

(1!)U) 

! . .SO 5bake Ruk N•ly er Ill (1974) u cited in Ha~wker aod 
Coaaea (ltl!) 

5.!0 shllkeRuk QJou cr al (191%) 
5.47 altalreRall Buaiadl at •I (lfU) 
5.ol4 sJs .. unuk Bri;;s (IS»Ilb) 
5.44 sh•ll8 flask Lord ct •I (1910) 
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Samlllary u(Measurcd, Calcuhetad •ad lec:OII'Inl•aded lo; K.. V•lua 

CbllllicaJ CAS JogK. M•lbod Refei'\."'cw'Ccrmmenll 

!.31 sbake nut Wararal et •I (1,82) 
5.2! sbalce nuk Platf'ord et aJ (191%) 

oudier s.oo $hllkt f1uk ICDounann er al (19'79) 
!.13 . , ... ,. aven;- cn111ptUed vaJue . 
!. '70 CLOGP 
!.9.6 SP.UC 
5.89 recaaunead avenp nUl values: collllhtenr wilb 

•v.ra_. compured v11l11e (!.13). 

hexachJaro-1,.3-ltur.dieoe 11'7-18~ 4.!)0 •b• .. Oak CbJo11 Clfl!) 
4.71 ,, .... n..k laacrj" et aJ (l!JIO) 
ol'74 .RP•RPLC Knnenu~nn et al (1979) 
4.!)0 CLOGP 
5.16 SPAIC 
4.11 ........... aven~ lint .1 valua; ~J ID nnce of 

caJnladDft.l. 

HCH., alplta ll,..,... 3.71 tlowldr . DeBrulja er a1 (1919) 
l.IO ...... Madcbem (1915) 
3.11 ......... Ku~ .... et •• CJ 9'73) 
175 CLOC:P 
110 SPA&C 
1.10 .............. 11venp lmeuured , ... hau. 

HCH. beta llNS-7 l.U ...... DeBruijn ct •I (19119) 
171 sbalraftaAc Kurh ...... , .. (1J7l) 
l.75 CLOGP 
l.IO SPA.I.C 
J.tl ............. n.ns•% measured "lues. 

HCH. pnuna (liadaae) J." ...... ldr DeBnaijD et al (1919) 
3.15 sJallkeO..Ic? M.ak et al (J '''•> u ciftd fa Veitb el al 

(1t'79h) 
3.'72 shabfluk Kunh•n (1973) 
l.U ~·-n.Jc IC&ulawa (1911) 
1'1 sJaalraftuk McclcMin (ltaS) u cillld iD Howard 

(1J91) 
OlltfW J.l5 ..... IIMic Platlard (1 912) 

3.U RP-HI'LC Veidl et •I (19"79b) 
3.,'7 RP·BPLC !aclalo"' (1916) 
3-'' RP·HPLC.I TamluoD 6 Hal'lcensdaHid (J91'l 
3.0 RP-IVLC: McDuffie (JMI) 

ourlier 3.00 RP·HPLC De Klick 6 i.orcl (1917) 
3.90 ? Elpr (1913) u cih:d Ia Sun do cr al 

(1,. 
Oil flier 4.95 llNIPLC·I t .. aa. ... A HafkeDschield (1916) 

3.'75 CLOGP 
3.10 SPARC 
3.73 ............. • ._..... .. 1-5. 1·9, lL 

ba~~ellllerocydopenllldiena , ... , ... 5.51 RP-HPLC Veitla er al C1979b) 
!.l& llP..JIPLC !.adsfonh (1986) 
S.tl RP·HPLC McD11Ifle (1911) 

uutlilr 5.N shalraftulc w.ar. et •• (1982) 
s.os CLOGP 
S.!t SPAAC t 
5.J' recanunencl anrap nrst 2 measured valua: claM co 

a'Yerap contptllld valuL 
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Sanunauy o( Meuu~. Calcutared 11nd Rcconvnended lo~ X.. Values 

CheJnical CAS loq IS.. Mcrflnd Refe"nccw'ConuneaD 

huachlor.rbaae G7.1l·l U-4 shake O..k Chiou (1985) 
us RP·HPLC Veitb It II (1910) 
4.0.. ltP·HPLC Mcl)ufl\e (1911) 
3.93 RP-HPLC Veith at al (1980) 
l.Jl RP·HPLC Konemaaa er al (1979) 

N/A CLOGP 
3.13 SPARC 
4.00 recowuaend IVV•@t• of 5 Jneasund VILI~ 

lluacbloropheoe 70.30-4 7.54 s••~r1uk Hauch ll Leo (U79) (from upublishld 
"Mk) 

1.41 HWUl .. litenhln" vahac 
7.01 CLOGP 
T.&e SPAAC 
'7.$4 ncOIIIIIWnd only meuured value. 

iadeao(l,.l.kd)pynaa 193-39-S 6.51 CLOGP 
6.7% SPARC 
U5 rMCIINMDd avcnp caJculatftl value. 

lsobucyl alcobof 711-13-1 0.16 4%S DUIDiblll'l et al (1!173) 111 cited In Harucb 
"t.-(197!1) 

t.U 510 Colla•chr (1951) u cttecl ia H•nsch • 
Leo(U1t) 

us 53% HUIICh A Leo (lf79) (from uapubli~hed 
worll) 

O.G9 CLOGP 
0.76 SPARC 
G.'75 nconaead •"•"~ 3 val.,_ 

isophoroae 7S.9·1 L71 make l1ak JaiiiiiUOft (1!)71) u cited ill Suatio d al 
(1911) 

1.67 lhabRuk Veidt et al (l,..) 
1.73 U'·HPLC Veida cr II ClHO) 

N/A CLOGP 
u• SPAJlC 
1.70 ncniiUMDded nenp aU l \'11lva. 

143-SO.O !.JO shake n..lc IWDP»• A Staadl (1918) 
4.50 CLOGP Hawud (l"l) 
4.54 CLOGP 
·U5 SPAllC 
5..30 ncommeaded only IIMUund ¥Slue; lbe SPARC 

caiall.tioa ill dUI cue is un...Uable; we 
bave ae..- worked wtda a cabane 
.strUc&un: w .,...and value II 
coe..._c wt1b dac mirex vslue (Le.. loWer 
tt,J.! loll( uaib clue Ia dac carbooyl .,....,). 

lllethacrytolaitriJI 1%6-98-1 CUol HW1R '"litararare'" value 
0.60 CLOGP 
0.10 SPARC 
G.5 .. nconaeiUI 

meebaaol ti7-56-l o4J.64 sllab flask Takeda et al (1971) u cited in Hansell & 
Loo(l9,9) 
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SIIJIUIW1 or Musurtd. Calculacc:d lind Recommended lo& K,.. Valuts 

Chemical CAS Joe K .. Mtdtnd Refenacr/Commmes 

.0.66 ~hake nuk Haaach & Aadenoa (1961) 

.0.66 shake RL'k Ho c:t al {19'77) u cired Ia HaftiCh • Leo 
(1919) 

~UI :.hauO•k Y apUiiDtkl ct al (1973) u died In 
HaiUCh " Leo (1979) 

-o. 7'7 sltalre Ruk Haucll 6 Leo (19'79) <rrom taapublahtd 
work) 

-o.82 thakt n .. k Callander (1951) 11 cited in HaDJcla & 
Leo(l9'79) 

·1.76 CLOGP 
~.71 SPAltC 
.0.71 ncOIIImCnd avenc~: ' .. -.lues. 

-thasyc~lor 12-U-5 !.00 RP·HPLC·! ~ l't •• (19116) 
5.01 IAalillllak Kariclcboa tt al Cl"'l 
4.&1 u.an.k Medcbttn 
.uo -..ar.nuk Haascll A Leo (19.,) 

GUttier 131 lbfraftull Kapoor c:t •• (1973) 
•.51 RP·HPLC Mdhafne (l!'ll) 
·UO RP-IIPLC'! Vtltla et ~&I (19'79b) 
4.10 RP·BPLC llruoke .... (1!116) 

oudler 3.12 RP•RPLC Velda et a1 (l9"79a) 
.us avwap avenp or l-4, 64. 
5.11 CLOGP 
ua SPARC 
!.M RCOIMMDd ~aicbest shake Rule IMUURIIICIIf pttinjl 

due Ia caJculated nn;c. 

~nediJI bnmaida 74-U-9 1.1' ...... n.alc Bensch 4 Wo (1979) (n-ont unpublished 
work) 

1.01 CLOGP 
1.10 SPARC 
1 • .., .......... ca oaty lfthsund "-.Jue. 

!Mdayl daJDride 74-1"7-l 1.91 ..... n..k Haucll 6 Lea (1!119) (from unpublillaed 
"on) 

0.9 .. CLOGP 
O.PO SPAllC 
O.tl reccnNnCnd anly measured value. 

JMIIlylcholllndlniM.l- ~9-5 U2 sbalcllduk Mnns t:t al (1!)10) 
6.62 CLOGP 

"'' SPARC 
'-42 rec.GIIIIIIeDd only ~neasurecl value. 

medl)'lefte bi'DIIdde 74-95-3 1!0 calctdalad1 Haucb ct al (l"'Ju dtcd in Mackay er 
ai(Uf3) 

2.lO HW1R '"Uiencure" value 
1.53 CLOGP 
1.70 SPAJlC 
uz. ncommead avmaac niSPARC aad CLOGP: 

bi'OIIIOIMthaDe is Llt: bromofonn is 
2.35; thll compouad should be a mcdi11a 
v•luL 

medayteee cblltricl• 15-09·% us •llaanua Hauclt et al (lt15) 

1.40 RP-IIPLC·E HafbMChield A Tomlbuon (1983) 

us RP·HPLC HaL')' A Yoaa~(1,14) 
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Sunvnary of Mcuurcd.. Calculated ond Recgmmeodtd loc; K,., Y~tluu 

CblftUcal CAS log IC, Merhod Rc:rcn•ceiCOIIUIIeDU 

I.JJ a, .... ce aU l value~ 
1.2! CLOGP 
l.ll SPARC 
l:l5 nconvneDd shake f1uk Vllue. 

mathyt edtyl kchlne 71-93-l 0.6!1 ~n. c:uL Te..,llri er al (l!'ll) 
O.lt JhalceOak Hansell 4 Aadenoa (1967) 
ll.l6 sha~Oask Collaader (1951) u cited in Haucb • 

Wo(U79) 
0. .. 1 .,...,..~. 

aUl "'"'" 
IUl CLOGP 
Cl.l2 SPARC 
0.21 l"eCCIIIOVDd an:~ l make l1ask values. 

I'Mthyl iloburyl btoae 1.10.1 1.1!) .UirafJuk Medcbem (1!'15) L'l cited Ia H011rard 
(1990) 

Ll! CLOGP 
1.1 '7 SPARC 
l.l!J rwcommead 

111erhyi metlaacrylace 80-62-' l.JI shake fluk Medchem (1915) u cited ID Howard 
{1990) 

I.Jt CLOGP 
u.s SPARC 
Ul recoiiiiiUid 

methyl pandiJoa ~1-00-8 J.J% •ll•bflask Matnlr .II Lu (1918) u cited in Rao & 
Davicboa (1980) 

l.!J4 sllalccftuk Bovwmaa a Saaa (1913) 
l.N sbabfluk? r.tedcbaa (19U} u citad Ia Howard . (1!190) 
Ul ? Jned et 111 (lf'7G) u cited in Keaa~a 4 

Gorin I (l!JIO} 

l." a¥enap 4vwlua 
2.'79 CLOCP 
1.1! SPAilC 
l.,. ....... ad •~P Z raldcl,. val..-

madlyl phenol, 2- (o-craol) 95-4f.'7 l.04 thaka nuk ~~~ (I 910) u cieecl in Hansell .I 
1Ao(lf'79) 

1.97 ahakefluk Hanscb .& t.o (19'79) (from uapubiished 
-ric) 

us •hake flak HaDJCia 6 Leo (19'79) (from unpublbbed 
work) 

1.99 RP-HPLC M;y.icltA Terada (Uil) 
1.9'7 CLOGP 
l.JO SPARC pf(,.lO.l 
U9 r~~CD~NMDd ·~a· .u" values. 

medlyt plleaoJ, 3- (m-cntOi) ~~ l.H ;no coL Ttwari et al (l!'IZ) 

2.02 llhakaftuk Fajka et al (1"-4) 
l.Ol sbabdalk Huuch A Lao (1979) crrona 11opubu.hed 

work} 

U5 lllate11ask 1'9bchleid et al (1''72) aJ citecl ia Ran11ch 
ALiO(It'79} 

1.92 sullen .. Stvckdale 4 Setwyn (1971) 
U'7 CLOCP 
%.05 SPAllC pJC.lO.l 



.I.J.3.1. EP.-1. CH£)11 STRl. ~ 

lS 

Samma,. or Measund, Calculated ~a ad Recommended locK.. Vuun 

QenaiC'III CAS logK. Method R.rerenC't/Commentt 

1.97 ncommead avera~e aU 5 value$. 

metbyt pkao&. 4- {p-cnsol) 106 .... 5 1.99 sbalcc nuk Umeya111a et a1 {1971) u ci~M ill llaoscll 
" I.. (197!*) 

U5 shali.eftuk Mactlleld et •I n''7l) u cited in K•rucll 
" Leo (19'79) 

u.c sbakenuk Fujita et al (196.C) 
1.91 sbaRft&Jic? Hansell A Leo (1979) (fnam •ap11.blished 

wor~ 
Ul sllalteDuk Stockdale • S.lwyu (1971) 
Ul R.P-HPLC-E Minaick at 111 (15111) 

outlier l.ll RP·HPLC·! HafboscJtield • TomUosoa (J91J) 
LJ9 lli'·BPLC Haky 6 Voua~r (19 ... ) 
l.JI IU'·HPLC Gal"'t A Willoa (1914) ..,, RP-HPLC Miyslca A Terada (1912) 
U1 CLOCP 
l.IM SP.A.IlC pK, 10.2 
1.95. nc-.d avcr•c• 9 ,·aJues. 

mires 2315-15-5 6.19 RP-HPLC Veldt er al (191,b) 
5.ll abaklllask Mcdchem 
U! CLOGP 
U3 SPAR.C 
6.19 nc:ac.-ead dlil il a dilllcalt cal; rhe SP ARC 

calcuJa_.laa ee~ •,...• • cabaae 
IQ'UCNn; r , ... dae uo..clylow 
solubility or crystalline •ins .. due ta its 
e1tremeiy lliCfl U)'SIIIIeDei'Cf • DOt hilh 
acdvtly coerr~eiwat; ,,.. cammercial CJ'!Idl' 
ot1 has • JOiubtllly or G.l•WJ. (SPAJlC 
calcu .. ta 0.1 ft9'L); dae RP-HPLC wluc: 
,..,... a liftlc hip but dail bu &nt to be 
tile best -untt value. 

naphdaaleH 9l·lW J.l! slaw.cir Jnouetal(lfU) 
l.l5 PIL col MWer et •I (J 915) 

oudier 159 ,b.J.ftuk Hauch A Leo (1919) (from UDpubUsbed 
work) 

3.45 sllakcnuk HIUIKb A Leo (1,,) (from anpabUslled 
work) 

3 ... 0 sitalat Oalk Voice ct al (1'13) 
J.40 sbalra flask Kriallaun•rtby A Wasik (1971) u deed 

I• Mackay er aJ 
3.31 sllakenuk fuJita et al (19M) 
3.16 shaa.l1uk Karickllofl' et •• (19'7!1) 
J.JG sbakenut Brtas (ltlll') 
J.l6 sJaakef1Mk HaNda A Leo (1919) (fram •npublisbed 

wono 
l.JO ...... Ruk JlaiiMr ct al (1,61) u died in Minakk et 

al(ltl1) 
3.30 ........ l1uk Haascll• Leo (19'79) (l'ntnl unpublished 

work) 
wdier 3.01 sbakel1uk Rapn 6 Cammarata (19,9) 

3.49 RP-HPLC.l Tomlin10n .Ia ilafUa.chialcl ( 1986) 
3 . .&5 Jtl.HPJ..C·I llalntMn eC •• (1912) 

13% RP·HPLC·E Haftl:nscbield 6 Tomliuoa (1,13) 

1l3 RP-HPLC-1 Minnick et al (1!111) 

outlier 4.70 RP•HPLC Veitb .cal (19'79b) 
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Summary of Meuurect. CalcuJac.d•ad Recommended lu~ K... Ytlaes 

ChemicaJ CAS lo; IS.. Method Jtefereaee/Commcar:. 

3.46 RP-HPLC Miyake A Ttnda (1982) 
l.-46 RP-RPLC Mly.ke A Terada (U82) 
3.43 RP·HPLC Gant 4 WILson (198,.) 
3.40 RP·KPLC McD11fftc CUll) 
3.36 RP·HPLC De Kock & Lord (198'7) 
J.l9 RP·HPLC Waac er al (1916) 
l.l9 RP·RPLC Haley .. Ynunl( (1914) 
l.ll RP-HPLC Haaal et al (1911) (40•/e acctoaltriie) 
3.26 RP·HPLC Rapaport A Eiseonicb (198-') 

o•tlicr J.J'7 RP-HPLC Vtitb et al (1979a) 
3.40 IYera;e 111lll values 
l.J' avera~ 24 \'&lues; oud~n rwno,·td. 
3.35 avcrap 11 stow stir, pa. coL. tbaJce nask valua. 
3..37 '"rap RP·fiPLC·! values 
J.J6 avtrap RP·HPLC V111ues 
l.l2 CLOCP 
l.l' SPARC 
J.J6 I"ICommead 

napbtbylamiae. 1· 1l4oll·7 l.l! •h•b flask Sbultztt a1 (1970) u cited ia HaDsell & 
Leo (1919) 

Ul ••• nuk Kamch A Leo (1979) (fror. unptablish«d 
work) 

:Z.ot CLOGP 
2.40 SPARC pK,.l." 
l.l4 ncDIIIIIItDd •van~te ofl values. 

aapbdaylanliae, 2· !H-59-1 2.28 shake nuk Hai\ICh A Leo (1'79) (fi"'OII unpublished 
work) 

:Z.09 CLOGP 
1.<12 SPARC pJC.4.13 
2.28 rec:o~NMad oely •asund value. 

nitr'Ohenaaa n.tW 1.14 dow stir Brooke It II (I "0) 
t.U slowldr DeBnaija It •• (1919) 
us FLCoL Tewvi tt al (lnl) 
1.11 .. ,... Tichy (1,74) 
1.15 abalre ftuic fujita et al (1964) 
l.ll sllalre Ruk Bancrjtt et al (ll'ID) 
us ahabnask Hellaer ec al ( 1!'61) u c:itwd Ia Minnick rc 

a1(1917) .. , shabfluk L11 A Mercall {ttl!) 
oudier l.J2 IU'·HPLC·E Ban-.ctaield A Tomlluoa (1913) 

2.12 RP·HPLc.R TGIIIIie,_ A Hafke~~~e"leld (UI6) 
1.19 IU'·HPLC-1 Deltftf' •• al (1911) 
Ul RP·HPLC-1 Minnick et al (l9a) 
1.10 RP-HPLC·E R......., « al {1912) 

oudier l.9l ltP·HPLC? Veitll et al (1,79b) 
1.95 RP·HPLC Hanal.r al (ltll) <•"'• I valu-. difr. •/. 

aceC'Oallrilc) 
U9 R.P-HPLC Miyake && Tancia (1912) 

t.ll a.P·HPLC Gam A Wiboll (l,.-4) 
1.12 RP·HPLC Velrh et al (197Ya) 
1.'71 RP·HPLC McDam. (1911) 
U4 awnae ~ all1 9 V11lu• 
IM .,.,. ... 17 values; ouclien ~ 
1.84 IVH'III I slow sdr, ;.eD. coL, Jhake flask values) 
Ul avera,:e RP-Hf'LC•E valuet 
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Summary ol Meuured, C11lcula11HJ and Rccommeaded Joe K_ Values 

C'htmi~l CAS log IS. Melhod ReferUIICCIConMall 

1.87 avera;e RP-HPLC vaJun 
1.19 CLOCP 
1.81 SPARC 
U.f ncallllftCnd 

nitropropue. l- 79-4'-' 0.81 sh•unuk Hauch 4 Leo (1979) (l'tam uapublililed 
-.ortc) 

1.41 RP-HPLC·l HafkeDKhicld 4 Tomlinson (1913) 
0.!5 CLOGP 
0.9! SPARC 
0.11 recam~Mad prefernd metlaod. 

llift'olodi-a-butyi...Uae 924-16..3 2.41 HWIJt .. ltersiVn" Yt~lue 
l.4l CI.OGP 
2.4! SPAltC 
Z. .. l ncollfttftd 

nimllodlcdaylanli~M. N• 55-11-5 0.41 shakafluk HaiLKh 4& Leo (l!J79) (rrwa liapublished 
-rtc) 

U~l9 CI.OGP 
0.5C SPAltC 
0.41 I'1ICOaiMDd 

nitra.dlnledl)'ludP.l'f· 62-7s-' ..0-'1 sbabo.t Hauch I& Leo {1 f19) (frocn unpublillard 
.... rtr) 

-0.77 CLOGP ...... SPARC: 
-4.57 nco....,.d 

nltrcalodlphmytlftUD&, N• IG-30-6 3.13 lllaJre llulc laurjee et al (1910) 
J.ll RP-HPLC Ganc 4 Wlboa (1914) 
3.145 CLOGP 
3.4! SPAitC 
3.16 ncoiNIIelld aftnce 2 v•luu. 

Diar-d~n-propylanline. N· 621""-' 1.49 calculated Mab.y. et al (1,12) 
1.J! calcUialled ASTER 
l.ll 1 tJS &PA (1992); RREL Treatabiliry 

Dalabue 
l.l.~ CLOGP 
1.45 SPAJlC: 
1.40 rteallllllllnd aYUapofSPAJlC and CLOGP 

~flldYIIIaa. 

1059So9S-6 t.l! HW1R '"Utenlur." value 
.O.l4 CLOGP 
0.00 SPARC 

.0.12 r.coanead awnp or SPARC aad CLOCP 
cc.puleel walu11. 

D~N- 100.75-4 0.63 •habftuk Harucb 6 Leo (I 9'79) (Cram urapabli.shcd 
work) 

lUI CLOGP 
G.lS SPARC 
fl.,l ~ 

Dltnaap)'1'1'1111d111 N- 930-!5-3 -1.19 sbakeRuk HIDICia A Leo (15179) ((rom u~tpuhlisbed 
11rork) 
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Swruna.,· n( Meuurcd, Cadcularcd and Recommended log K.. Valun 

Cbcmic~al CAS Jog K., Mc:thnd Rrfcr~nu/Comtnenb 

.0.%5 CLOGP 
-o.n SPARC 
.0.19 recommend 

aoDachlor 3'734-t9-4 !.66 CLOCP 
U'7 SPAJtC 
6'.17 reconunead should bt apprvnmately 0.51o~: units 

above laeprachlor. 

octacllloro.l)'na• l!>tiZ.'T4-4 6.1!11 RP·HPLC Veltlt Cl 11! (}!)'T9b) 
NIA CLOCP 

7.60 SPARC 
7.60 I"'Conuncnd a rou~ appro'l[imatioa ror this 

compo11nd c11a be deriVed (rona tile uninn 
or pentaclllorobenaeae and 
trichlol'Oedaylenc; to demonstrate cbe 
uaion or rr.,...IJ, Inc K.. (sfyftne) • 
lot K.. (beazene) + lo- .K.. (edlyleae). 
IU5 (adjUitmtftt for lola or two procotu 
Ia unioa. or lo~ K.. C•ryna•) •l.ll + 
1. t3 • O.l! •101 (meuund v.lue • 
l.95): aDorher •sample is lac K... 
(baacblomouc.dleae) • llo~ JC.,. 
(lrichlclraedayleae) • 0.25 or 1o1 K.. • 2 ,. 
2.5- f.25 • ·'-'! (oblet"¥ee14.81). Loe 
K...Coctacbloroltytnc) • loq; 
K..,(peatacialorobenzene) • lot 
l(...(rrtchlom.tbylene) • O:lS or lo; K.. • 
5.29 + l."- O.lS. 7.70. 

ocumedlytpyropbosplaoruaide lSl-114 .0.52 KWtJt.•UteniUR'" value 
NIA. CLOGP 

fUS SPAJlC 
-G.!l l'eCOIIU'MIUI 

pcntJtlon 56-31-2 .J.,l sbaJcellalll Brtc;s (1981 b) 
l.ll shabfluk Medchtm (191..~ u ciced ia Howard 

(1991) 
3.11 sbab lluk CIUlla et al (1!)77) 
176 shake null ...... ,.. S.u(I9U) 

oudier J.<IO shake nuk Fellet .. DUm (1 97') u ciflld ia Suatio 
etal(lHia) 

oudler :Z.l5 thalca l1uk .J•P.• A Gunrfaer (1970) u cited ia 
RaDICh 6 t- (U'T9) 

3.47 CLOGP 
3.70 SPARC 
3.83 '"""nanead annp 4 valua. 

pea,.chlorobealeae 601-9.1-5 5.G9 stlrri"' medL Bruepmaa et al (1'82) (30 min stir) 
!.11 slow stir DeBnaijD cui(Uif) 
S.Ol pn.coL MOler er al (1914) 
5.011 RP·ttrLC-E Hammers et •I (1!*1%} 
5.10 •laaUIIalk Cbiou (lJI5) 

5.17 .... nul\ Wac..nl d al (l!J82) 
-1.94 'habn..i. Baurjee vt al (1,_) 

oudier 4.88 sbakefluk KDncmana et al (19'79} 
~tudler 6.11 RP·HPLC De Kock & Lord (1917) 
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Summar, of Meuut~:d.. Cakul1r.d and lt.eR~~L~~~Caded loJ IC,. Valu• 

Chemical CAS loqK,. Met bod llefcn:ncc/Cammeau 

!.74 RP•HPLC Cbla ef al (1916) 
!.51 R.P-HPLC Konemanw et •I (1!1'7!)) 
5..29 RP-HPLC V~ith et al (1980) 
!.ll JUt•HPLC Cant(l984) 
S..Zl RP-HPLC Cant(UI4) 
!.11 RP·IIPLC Carsr (1984) 
5.13 CLOGP 
!.Z' SPA.RC 
!.16 nconunend a'\·~raa;e "'-lue 1-7. 10-lS 

pcnrachlnADJtrobenzeoe 12-'8-l 4.64 l<hab fhsk Medcbem (1915) L• .:itad in Howard 
. (lttt) 

4.11 KW1Il "litw11tun" value 
4.!7 CLOGP 
4.51 SPA.RC 
·U4 recanuaead oaly meuured valu~ 

pcncacblorvplaeaal 8'7-16-5 !.U8 RP-HPLC-1 Xle er at (1914) 
5.11 RP·HPLC C•nt 6 WilMa (1914) 
!.08 RP·HPLC Mlyab 4 Terada (I !Ill) 
!.01 RP-HPLC Veith et at (lt79b) 

cnadier 4.'71 RP-HPLC CbiD et aJ (1916) 
Ul slaakeOuk ScheJienbefc et •• (1984) 
!.15 thakaOuk S.•.....ad 6 VUaklela (191l) 
S.ll sllakefluk Yapdliuky (1 9'73) u cit.ci ill RaDICh II 

Lcn(19'79) 
!.B lhakellalk Jaf¥ert er al (1t90) 
!.04 slaake 11ask Xie et al (1tl4) 
!.01 ...... n..k HaiUCh A t..o (1"9) 

ntatlier 4.1N •••bOak Stockdale&: Selwyo (lf1l) 
ouc•r l.lt tlaabftuk Ha.r'IUictl et al (1913) 

4..l2 CLOGP 
!.11 SPARC pJC.4~ 

!.09 nconunead IVW.JI of J..C. 6-11. 

peaa.clllontiDhltlle. l.l.4.S.6- 8'77·11~ 1.36 CLOGP 
!.91 SPAJlC 
!.9'7 t"eCOIWnaOd ror rhll cutapouad lo~ .K... "' 1o~ IC,. 

(pentacblonbeazeae) + rnpent CCH, · 
11'1J11Uldc). 5.3 • 0.6 • s . .,. 

phcwuthnoe 85-G1 .. .a.$6 slow stir De.llndj• ct .. (1989) 
4.$4 ajowadr SC.Dcil (l!)t.t) 

4.J7 !'lawsdr lroob at al (1990} 
4.57 pa.co&. MdJer et •• (lHS) 

4.40 pa.coL U.S. EPA ClJJle) 
4.5'7 •haufluk Kartclchotr" •• (1J7t) 
ol.!l sbaktfluk Waac er u (ltl6) 
4.52 slaalralluk ! .. fora A Moecr (1913) 
4.50 shaJ.fluk Meddl .. 

GIUiicr 4.l0 sbakeftuk U.S. IPA (ltfle) 
4.4-4 RP·HPLC·E Haf1uullcll.lelcl A Tomlin•• (I'll) 
4.41 RP·HPLC·E a. .... n et al (ltll) 
4.JI RP·HPLC·I Tamlialoll 6 Haf'Uucbield (ltl&) 

.(46 JlP.HPLc; Vellb cr al (Jt79b) 

.us RP-RPLC w •• 1 at a1 (1916) 

·1.45 RP-HPLC Md)uiiJe (1Nl) 
.Ut RP-HPLC ChiD at al (U•I'l 
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Scunmal')·or M~L•ured, Calculartd aod Rccamm.aded lo; JC.. Value::~ 

Chemical CAS logiC, Metllod Referersce/Cnmmeatl 

outli.r 4.31 RP·RPLC &adlfonb Ill MGA:r 0983) 
outtier 4.ll RP·HPLC Haky 6 Vounc (l9t.4) 

U1 CLOCP 
4.51 SPARC 
4.5$ n:commeacl 11ventp nnt :Z siCI'If stir: ~:onsutant with 

ma11y of tile shake nuk.. 

pbmol 101·9S.l 1.51 SbaRnuk Umey.,.a et al (1971) uclt~ Ia Raasch 
A 1Ao(1979) 

1.51 lbaanask K.oaCJilan A t1delova (197-') u clrrd ia 

' 
Hauch.& Lao 

1.49 shake flask Koaemaa (1!1'7l) u ~itecllA Ha~Ucla diE 
Leo(1t19) 

1.41 maktnak Kaa~ela lr Leo (1979) (from uapublished 
wark,) 

1.41 shaunuk Macblcld ~r al (191:Z) u cited in Ha~nsc:b 
A t..o (19'79) 

1,.46 lbalranuk hJk• ec al (1964) 
1.46 mmftuk lriep (191\b) 
1.42 shake IIIISk SrocJ.dale .a S.lwya (19'71) 
1.46 RP-HPLC·! Mloaick er •I (1911) 

outlier 1.11 RP-HPLC·l HaiiiiMn et al C1 912) 
outlier 0.79 RP·HPLC-1 Hatlren.:h»ld A Tomlinson (1983) 

l..!S RP·RPLC Cane 6 WU.Oa (1984) 
L54 RP·HPLC MJyaJe 6 Terada (19D) 
1.45 RP-HPLC Mirriea Ill •• (1915) 

oudler L09 RP.RPLC Huai et al (I !Ill) Caven.- 7 Vllluc::~) 
ouruer LOO RP·HPLC ladsfortla (19"l 

1.41 CLOGP 
1.52 SPARC pf<.!Ul 
1.41 rwcomnaead nen~ vahac 1·9. ll·l4. 

pbcn:rl -n:uric 11cetace 62-ll-ol 2.2J HWIR '"lltararure'" value 
0.11 CLOGP 

SPARC SPARC will aor curnatly raD 
o,..._..raUa: da• •HWIR' mumb.r it 
caasblmr wtth lbe mea.•un:d sotubWry. 

1.l3 I"KCiftiiMacl 

planyleaedialmine, m- 101-45-l 11.05 HWIR •Jie.ratun'" v11ue 
-G..ll CLOGP 
.O.Ol SPARC pK, 5.10 
1.0$ rftftiiUMDd 

pboraa. 291-G-l 4-2' malccRuk Brtas (198lb) 
3.13 lAake flak lowlnaa & Sau (1983) 
3.33 lbabRuk F1boc A .O.Iun (lt79) u ciced i.D S11ntin 

etaJ(ttaa) 
U2 sllal."2fluk Mcccalr A Lu (1911) u cit~ in Rao & 

Dtl'ridson (1910) 
3.47 ct.OGP 
Ul SP.UC 
3.11 rtCGIIIIMftd avctap first l vaa.a.. 

pbGtanliru 3H81·1+-I 4.54 CLOGP 
5.!2 SPARC ·• 
5.113 I'«<H''IIM1Kl averaae caJculated v1lue. 
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SWMIII'Y or Mca.<~urcd, Clllculaced ADd Rteonuncndflllor K.. Val••• 

CbemicaJ CAS kii(K.. Melllod Refer.nctiCotnrMnU 

proallllidc %3950-51·5 J.%15 CLOGPJ Howard (1991) 
J.86 CLOCP 
3.41 SPARC 
3.51 ft'COftU'IlCild •"'•n~ or 3 calcularcd vatu~ 

pyruc ll!J~ .5.01 ··-Jtlr Sraacil (1994) 
5.11 ,-.coL Miller wt •I (1985) 
!.II sbU:e ftulc Karickhorrer al (1979) 
.5.09 shake nuk MeaDS er al (1910); Ha&Delt er al (1!>80) 
5.09 •hake nask Wane c:r •I (J9N) 
$.01 sllalle Ouk Medcbtm 
5.0! shake DISk ElliD;um &. Stancil (1988) 

ourtier .... shabftuk Hansell A Leo (1979); Medcbcm 
4.93 RP·IU'LC·E Hunmea'S et al (l!Jil) 
4.89 RP·HPLC·E TomlinJOn A Hafba~ehleld (1986) 

"'" RP·HPLC·& Haflcenschleld 6 TomlinJOn (1913) 
!...~ RP·HPLC Rurldsard cr al (1985) 
!.0! RP·HPLC McDumc (1981) 
... 97 RP·HPLC Chin cr al (1,.6) 
... 96 RP·RPLC Rapl!port ~ liserareich (1!11¥4) 
5.01 RI·HPLC Waa~ er 111 (1916) ... ., RP·HPLC Haaal et aJ (1911) (SG•.t. ac.toairri!.) 
·4.lJ5 CLOGP 
S.JO SPARC 
5.11 rteniiUIIeod avera&e slow :tdr. ~tn. caL. shake nask 

values. 

pyridiDc U0-86-l 0.71 lhake l1ask Yeb et al (1976) u drcd in Haoscb Ill Leo 
(lf70) 

0.66 shalcc "••k HaDJCh 6 Leo (1979) (from wapubllshcd 
work) 

0.65 •iaabn.lk l•ua ec al (1~) 11 cib:d in Raasch 4 
Leo (1JT9) 

0.64 1balle t1u1c Huucla 6 Leo (19'79) (from upubllshed 
wwlc) 

O.'l lhabftaak HaDKlt 6 Leo (19'79) (from 11npabltsbcd 
work) 

••dier 1.28 RP-HPLC Eullf'etrtb (1986) 
0.71 RP·HPLC Cant & Wilson (1914) 
0.66 RP·HPLC Min'lees cr al (1 9'75) 

0." aveng,: 7valacs 
0.~ CLOGP 
0.66 SPARC pi(. 5.00 
0.61 fftDCMlCDd avenp 5 Jhalr&! nuk values. 

qfrole 94-9-7 166 HWIR .. IIU&IU~'" value 
N/A CLOGP 

111 SPARC 
166 rHCIIIUDftd 

m,-cbUac 57·1~9 1.93 shake Auk Haauch .. W.t (1!)79) (from unpuhliMd 
work) 

l.SG RP-HPLC Haflcenldailld 4 Tomlin.nn (191l) 

-u.ll CLOGP 
l.l5 SPAAC 
1.93 ncanunllnl pnternd method. 

IDO-a·S l.J6 lLhalca A••k BanerjH '' al (1!11W) 
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Summary n( M11111rcd, Calculahld and Recununuded lo; K.,. Valua 

Cbaniul CAS Jog K,, Methlld Refenncr/Cnmments 

.us shalie O.sk Hanscta et •1(1973) 
l.JO R.P·KPLC WID~ er II (1916) 
2.7li IU'·HPLC l'ajilawa A Muuhu• (1911) 
1.11 CLOGP 
l.90 SP.UC 
1.94 reconuneDd IYVllgt ell 4 "·aluc:s. 

l.J,7,8·TCDD 111~-GH G.4l ,,_. lltr Sijm at •• (1919) 
Ul ....... M•rple It •• (1916) 
7.n2 JlP·HPLC Barlolaard a Kuehl (1986) 

N/A CLOCP 
Ul SPAJlC 
Ul rec--.d lwt'll:lt l•low arir. 

tetnchJorabenaaae. l.l.l.4- 6Jol-66-l "·" ...... De8naij• et •I (191J) 
4..!$ .... Clll. Mmeretal(1989) 
... 75 tbab·Ras.k Bn~a er el (191l) 
4.60 ...... flu&t CbioK (1915) 
U6 shalrelluk Ko•et~~aa• •t •I (1979) 

oudirr '-37 Jhabftuk Waa.raler aJ (191.Z) 
DtltJiel' 4.41 RP·HrLC·E R..,.,..n et al (1'12) 

... 154 RP·HPLC KDnelulllft et al (1979) 
outlier U4 RP·TLC JlnQWIIIIUI H al (1912) 

4.63 C!.OGP 
4.64 SPARC 
Ul FCCIIINIIHd avenp or 1·5.1. 

t.tncalorobeiiJCftC, l.l.l.!- 634-tOoZ 4.66 slltrldr Delnijla .... (1919) 
U5 pa.col. Mlller et al (1914) 
Ul lbakafluk Lord cr aJ (1980) 
4.!9 ....... Qlou(1915) .. _,. ..... fink ~DD It al (1!1179) 

u' •ll•keftuk Baaerjee er al ctnn) 
Ul RP-HPLC·E lblnmers et al (l 982) 
5.10 ltP•HI'LC Velda ct al (1980) 
... n RP•HPLC IC.ollelna•n et •I (197!1) 
... 73 RP-HPLC Ganr(1914) 
... 61 RP-HPLC Cant(l~) 

o&.7S CLOGP 
4.65 SPA&C 

"-'' rec......,.d IYCnp flnt 11 vaUICS. 

terrachlonOeueoe, l.l.~ 95-94-.3 4.51 ~cal. MUJer et al Cl'IU) 
4.60 Jlawsdr Dearuija et al (lwt) 
4.10 shallre flak QJou(ltl5) 
.. .56 da.UIIuk Wararal ec al (UI2) 
... 52 sllakaO..k rc. .... an et •I (1919) 
... 10 ltP·HPLC·I TOIIIIlnJOO II Hafbuclaield (1986) 
4.!2 aP·HPLC·E HIUIIIIIen et al (198Z) 
•. u RP-HPLC McDul'fte (1911) 
4.12 IU'-HPLC KoMftliDD er al (19'79) 
4.75 CLOGP 
4.154 SPA&C 
4.'-1 nc&a~~~~~~eDCI ..... ~or all' vslues. 

·• MUier,. IOeUa (1992) u cited in Mackay ~ .... 1.1.1.2• UO.lN 10l cak•laliDCJ' 
eUI(l,l) 

N/A CLOGP 
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Summar)· o( M•••w"Cd. Cakuhlted and Recomntendcd loci(.. V 1lu• 

Cbllllical CAS los K .. Method RererenctiColftlfttnD 

l.6J SPAJlC 
2.63 I'KOIIIIIIOftd 

rctracJaloroetbue. l,l.l.l• 7Y.l4-5 l.J!) shake flask a.aerjH tt 11 (1~0) 
l.54 CLOGP 
l.3J SPARC 
2.39 n:carnmeacl only meetured value. 

tetncllloroerlayteu U1·11-4 l.a llllaunalk N•lr et aJ (J!n4) 
l.A sllak.nuk Kenap (1975) u dted ia Chiou ct el 

(15»11) 
2.53 MakeRIIk lanerjw vt al (1910) 
3.50 RP-HPLC·E 8nloJr.e et al (J9U) 
3.'70 RP•HPLC J1rDotr.c et al ( 1 91CS) 
2.67 RP·HPLC Veith et al (1910) 
Z.tl ...... ce ai,-..IUH 
3.41 CLOGP 
2.&5 SPAAC 
2.17 ru:ammead averap JIll alia Ouk val--. 

tolaeDt tOI..SI-l l.79 ... DeBnaija ct al (1919) 
l.O ....... .Broo~f~Dctal(l~ 

%.65 &ea. col. T.....tttaA(ltl2} 
l.6S pa.coL Slulaa • Marflrw (1"'7) 
2.M llaake ftuk Ticlay (191-4) 
2.'75 sba .. Ruk Medcum 
2.'73 ,. ...... Hallldl • Leo (19'79) (l'roln uapublabed 

work) 
l.&l •ltakalluk Fujita 'weal (1964) 
2.21 daU.IIuk BaDCrjce cr al 0 980) 
l.ll RP·HPLC·E y_.; • ..., 611 HaflauucllieJd (1916) 
2.'78 RP-HPLC·I Halllllleft at al (lJil) 
2.17 RP·IIPLC·& HanWc. at aJ (lfll) 
Z.1Z RP-IIPLCE Gant(1PI4) 
2.1• RP-IIPLC·E Ha.....-.w 6 TomiiDJoa (1,13) 
2.'7D AP-HPLC·I a.nc (1"") 
l." RP·HPLC·I Gant(19lol) 
Z.G! RI'·BPLC·E Hanilcb er aJ (1,83) 
3.06 Rr·HPLC £wtortla (1916) 
3.00 RP·HPLC De ICMk~ Lard (198'1} 
Z.SJ!f RP·RPLC Vtiitbe«aJOftO> 
131 RP·BPLC Md)uflle (1911) 

2.14 llf·HPLC KMaftaDD er al (lf'79) 
1.19 RP·HPLC a.paport& E&Rnrwicla (1*) 
2. ... RP·RPLC HU)' 6 You•c (1914) 
171 RP-HPLC llurldulnl at al (1JI5) 

2." ltl'·HPLC Hanai et al (1911) (avel"'lp' Yalaa) 

2.65 RP·HPLC w..ur ., •• (1JI5) u cia.d ia Mtdcar C( 

ai(IH2) 
2.62 RP•HPLC M.l,.a A Ttl"'lda (IJI2) 
2.51 RJI•HPI.C Kaopu• " lltldcer (1 "') 
2.51 RP-RPLC E.arwtb u•> 
2.'4 CLOGP 
%.75 SPAAC 
2.75 ~· 

1¥11'8 .. au 30 v.lu-. 

tol\aeDeol,Wbmiae JW .. 1 l.16 KWIIl .. litentun" value 
0.34 CLOGP3 Howard (1991) . 
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Sunvnary of Mea1und. Calaalattd and Rccocnnacadtd Joe K.. V11Jua 

Chemical CAS los K., Method R•f•rean/Commeau 

O.J4 CLOCP 
0.'73 SPARC piC, !.-'0 
u . .co r"KKOftmeend aven;e c:ompu~d valu~; cakulatioas 

should be rvli•ble for this compouad. 

toluJdlDe. o- 95-!3-4 u• sbabftuk Sdndca er al (1970) u ci~ in Hanxh A 
Leo (19'79) 

1..32 shablluk Kamch A Leo (19'79) (from uapublisbed 
woriQ 

J.lJ ,h•uO.sk kllikawa cr al (19'79) •• .:itcd in H11ntcb 
A Leo (19'79) 

outlier Ul RP-HPLC Veidl er al (1979a) 
1.36 Cl.OGP 
1.15 SPAJtC pJC,4.A 
l.J.f reaiiNMDd avvap of l shake nutc vaJufS. 

IOCuidiDe, po lOM!J.O 1.41 sbabtluk Tichy (19'7 4) 
1.39 ........ Fujih ec al (1.96.4) 
U9 ;lh.an.- Sclahz et al {1970) u .:iled In H•ascb It 

._ (19'79) 
ourlicr 1.9 llr•HPLC·E H•Oieucbield & Tomllnsoa (1~) 

1.42 RP·HPLC Hakycla Youa;(1914) 
1.44 1YW8p aDS values 
Ul CLOGP 
1.50 SPAKC pl(,!.lU 
uo rKOiftiiiiDd avcnp ot 4 valua. 

raxaptaeae 8001-l5-Z 5.!1 ~blrcfluk? Medchcna (1915) as cited iA Howard 
(1991) 

4.63 ••Jceftuk IDID4faa 6 SCIIacif (I 911) 
oudier l.%J sllake ftuk MercaJr 6 Lu (19'71) a cited ill Rao & 

Da'ricl:lon Cl"O) 
oulller l.lO lbabOuk Paris ec aJ (lf7"7) u died iD Sunrio d 111 

(lHI} 
4..ll CLOGP 
5.56 SPARC 
5.50 ncOINIIatlCl top llilau Ralk SPARC calcalalcd val~~e 

for occactdorocUftptaen• it tUo-matunr 
CGIIIpollCill!l ranp r, .. 4.!0 • 6.10. 

cricftloroheNeae. l.l.J- 1'7-611 4.14 Jlowrnr Dclrvijn ec •I (191') 
4.4W sllake nut Miller ec al (19..,) 
4.14 IUifeflut Cbiov (1915) 
4.11 shake ftuk Kucaaan ct ai(19'7!J) 
4.05 shablluk War..nal er al (1!»12) 

l.ll RP·HPLC•! Hanners et al (191%) 
4.12 RP·HPLC McDum. (1911) 
3.99 Rr·HPLC KoDemiDD et a1 (lt'79) 
4.4W CLOGP 
191 SPARC 
.un nconneDd averap or aJow sdr, '"" 6:ul., •hake naak 

values. 

lriclllonbcnua._ 1.1.4- 120-12-1 4.05 stow dlr De8ruijn et al (l!JI9) 
l.H pL col. ~ Miller et aJ (ltl4) 
4.H5 Jlaalce fWk £WDaroa 6 Staecil (1911) 
4.09 shake f1ahk ltad.rordl 6 Moser (1983) 
... oz ••"- nuk Chiou ~r al (19112): Chio" (198!) 

.·• 
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Sununary .. r Meuum, Cwlcul•ted end Recommended Jo1 K.. Vah&• 

C'bnnical CAS tog IS.. -Method Reference/Comments 

3.97 dlokeftuk WararaJ er al (Ita) 
3.93 •h•b R•wk Koa ... aan er al (1!)79) 
3.19 shake Rule MellDI er aJ (1910) 
.f.U RP·HPLC·I TOIIlliuon 6 H111ceuchiclcl (t 916) 

l." RP·HPLC·I H.....,." et •I (l!Jil) 
4.2J RP-HPLC Veilb et al (lt19b) 
.f.ll R.P·KPLC De Keck A Lord (\91'7) 
-1.%1 RP-HPLC E.cb(ardl a1. MnMr (1913); £acb(ortb 

(191!) 
... 16 JtP·HPLC McDuf& (1911) 
4..1l RP·HPLC ICDDMaaan et al (1979) 
UG CLOGP 
J.)l SPARC 
4.01 na.......,d • .,..... or I sac.. stir, ~IL coL. sbake 

l1uk vallleL 

rricbJorabeuera .. U.J. u•·'lhl 4.19 sl.-ldr Delruija ec al (1919) 
4.02 pa.caL Miller ct al (lfl.q 
.t.Jl shar.flask ChiDu(ltiS} .... , .dlalr.:fluk Wataral tt al (1912) 
4.15 sliU.fluk .c.. .......... (197t) 
4.17 RP-HPLC·£ Hu.nwn c1 •I (ltll) 
4 ... , RP-RPLC ICG1emau et al (1!)79) 
4.ll CLOGP 
1J7 SPARC 
4.11 fKIIINIIdd averq:~ of slow sdr, pa. col., sllab flask, 

RP·HPLC•E. 

tridlloraedaane. 1.1.1· '11-5~ l.47 lllalre"-'k Jaawjweral(l!'IO) 
l.4t . mabiJask Haascla 6 .._ (1"'> (tram unpub~hed 

wortc) 

2.4 CLOGP 
Z.SI SPA&C 
l.41 ruCIIIIIneftd .,....,.. ot l slaalre flask values. 

tricblaroecb•aa. l.l.l· ,,..,.5 2.0'7 CLOGPl Medche• (l98S) .. citad in bo••rd 
(1,1) 

2.05 CLOGP 
l.Ol SPARC 
2.0! recCIIIUMDd avenp compuhd "'lue. 

trtcbloroetbylelle 79-01-6 l.!l aen. coL Tewari at II (l!lll) 
114 •h•b flask Hanildl er al (I 913) 
2." sbbllull: Chio• A (I'MCI (lt'7'7) • cited iD Mackay 

ttal(l"J) 
1.42 ..... flask laaarjeeetal (2910) 
2.67 RP-HPLC·I Hamildl cr al (1913) 
2.!6 RP·HPLC•I Hanisch et al (1,13) 
103 . R.P-HPLC·! TCIIftlicuoa A HafkeucbieJd (1916) 
:.at; lt.P·HPLC McD•flle (1911) 
2.14 RP·RPLC Eadlfortl (ltlf) 
2.6'7 RP•HPLC Rarailcb or a1 (lHl) 
l.6! RP•HPLC HakJ A Yoaa,(l,l4) 
2.5G RP•HPLC Ranilcb et al U'U) 
Ul CLOGP 
2.'70 SPARC t 
2. '11 I"'COIIUMild ... ,. .. ftnt 11 values 

.•. 
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Summa.,- nr Measured. Calculaced And Recommend.dlo1 K.. V aluu 

ClaemicaJ CAS ~eta !C.. . Merlaod Rd~nn~Comments 

trichJorolbtOI"DDnttbaae '75-6!1-4 2.53 shake nuk Haucla et aJ (1975) 
l.++ CLOGP 
l.SI SPARC 
2.5.1 rtc-acl oaly measved value. 

a1chlorap•eaol, l.4.5- 95·95-4 4.19 .a.u0u1c Shcllcahercet al (198 .. ) 
4.10 lllallltfluk Xi• tt •• (1984) 
110 sbakaftuJc S.artlrGiid 41 Vllukltla (I !>C) 

3.12 ..... flak Haa.cb A Lea (1979) (from uopublllhed 
work) 

3." RP·HPLC·E XII tC IJ (1!114) 
l.O RP·HPLC-1 HanuMn tt al (l 912) 

oudier 2-l!r RP-HPLC Veldl ct al (l 919•) 
3.!1 CLOGP 
3.15 SPARC pJC.6.13 
l.H ............ avcnp ol6 valu.._ 

rridtloroplteaoL 2.4.&- ~2 4.05 lhalceftak Yapzbinlk)l (19'73) •• dial i!' HanKh & 
Loo(U19) 

4.03 11tabfluk Saarillalld lr VUuklela (191%) 
3.'75 tllalie l1ask Xle er al (lJ"'l 
l.'7l .. aklaftuk SbeUeaberc t1 al (1914) 
J.IS9 maunutc H•llldt " Leo (1979) (from uopublishcd 

woric) 
Ul ...... - SIDCkdale lr Sc!111W)'n (1971) 
3.0 RP-HPLC·E Xlc ct al (198-4) 
.J.-18 RP·HPLC Miyake 6 Tenda (19112) 
l.B RP-HPLC Cbia cr al (198'> 
3.37 CLOGP 
3.6G SPARC pi(.5.H 
3.70 ~ avva.:e al 9 ,,llua. 

tricbiOI"Dpbeauyacedc acid. 2.4.5- 93-7'-5 J.ll ...... nut . JaMn et al (1990) 
3.13 .. flute Medcbaa (1915) u dlllld Ia Howard 

(1,91) .... .... lluk Keaap 6 Golia~ (1980) (froiD 
unpabJilbed work) 

3.31 CI.OGP 
3.30 SPARC piC.l.l"7 
l.ll nconunead selecrvcllbaka nask value. 

triclaiDI'opbeDo~iolllc Kid., Z...f,!- ,l-72•1 3.41 sbake n.tc Medcllem (191!) u cited Ia Howard 
Cl"1) 

J.Q CLOGP 
J.U SPARC pJC.2.95 
3..1 rtcOniiCftd OD.Iy 1MU11n:d \' ..... 

triclalaropnpeM. 1~ H-Il-l 2.Z5 ,.....,... . Wuc et •I (1992) u clfld iD MaclcaJf er 
IJ(lt9l) 

Z.Gl alculall:d Kallaaaan (1981) 

2.36 calculated Wuc or .J (1 992) •• cited Ia Mackay cr 
al(1t93) 

1.91 CLOGP 
%.!3 SPARC 
l.l5 NCIIINMifd oo-, rnusund value. 

crtcblorolbluqe. %..3.6- %07'7~5 Ul CLOGP 
.a.u SPAAC 

,•, 
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S&unmauy or Measvld. Calclllattd and Recftlllmtftded lo(t JC.- Values 

CbtmicaJ CAS lncK. Method Rdereacr/Coi'Nfteau 

..... recom~~~end •verap calcuJtUed valll&-

tricldoratolune. .2.-4.!- f09-30.1 l.ll RP·HPLC Koncm•"" et al (1979) 
•Ul CLOGP 
Ul SPARC 
-tn recamnaend 8\"U1111 alculated value; ror the lost ~0 

compounds lo~ JC,.. • Jo; K.. (l.l,-4 
n1cblorobcnzene)-. fn~~:J~Mnl (CH, 
(a&nunatfc)); becawe tbe metbyl il 
adj.aat ro aoodler ;roup rbe fnpnr 
coutaat will be sUprty cn:••r tlau O.li 
wlliidl applio ta iMiaa.d •edlyb; 
lhenfon.lo8 K.. ~ 4.01 • 0.,. 

tl"'clJoro-t,l,loft'ffta.,......aae.l.l,l• '71S·1l-l l.l6 RP·HPLC·E McDutree (1911) 
l.lt · CLOGP 
139 SPARC 
116 > n-=-nead only ,...sued value. 

trinilrobeaze ... 1,3,5- (s,_.) 9945-' 1.11 .... f1ull: Hauch 4 Leu f\9'79) (from upublisbed 
woric) 

l.l7 CLOGP 
1.23 SPARC 
1.11 ~nd only musand ~ .. Jue. 

hil(l.l~ibnlnopropyl)pllolpllalllt 126-72-7 3 • .51 HWIR .. ltceracure'" '"lllllt 
151 CLOGP 
4.60 SPARC 
J.Sl PICOiftiMIId CLOGP il mon reU.ble thaD lhe curnnt 

venJoa oCSPA.RC for tllia compound. 

,."iDyl acerate 101-05-4 G. '73 lballe ftuk Meddaem (ltl5) as cited iD Hcrwani 
(1Hl) 

O.ll RP·RPLC FujiMwa 6 MuuJaara (ltiJI) .. " CLOGP 
a. a SP.UC 
0.'73 nc_.DCI JtRfernd nwltmd.. 

viayl cllloride '75-el-4 l.l6 caiadaeed ASTERIGIMS 
l.ll c•lnt.t.a MaN, et •I (lJil) 
LSl CLOGP 
1.41 SP.UC 
1.50 rKDIIUftiM avcr.p ofSPARC aad CLOGP 

calcuJattau. 

xyleoe, o- 9!~7-6 J.tl pc:ol. Te-.ri er al (1912) 
l.ll "-•lwftuk Kansda A Leo (1f79) (from unpublished 

tntrtr,) 
outlier 2.1'7 ....... " Tlclay (1J'14) 

1i' RP-HPLC-1 a ....... n et •• (ltll) 
l.ll RP-IIPLC·I Gant(l914) 

ourller l-54 RP·RPLC ladlfarda (19M) 
3.%7 RP·HPLC Haley 6 Yaua1 (1ts4) 
104 IP•HPLC bclafonta (1116) 
101 IP-HPLC~ Koopman a Rekbr (ltl4) 
1!4 .~ .. aU tvalua 
11l aYerap '"11lua 
J.ot CLOGP 
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Summary ur Mcuund, C• kul•ttd •nd Rteommeodtd Jo~ K.. Values 

Cbemlcal CAS log K. .. M~rttod Rcr.:rcncc/Cnmmtnb 

3.14 SPA.RC 
l.IJ nc11mmend neriJEa of flrsr 1 ,·IIJues. 

rylene, m- 1~·3 l.lO ~n. col Tewari (1!181) 
3..20 sbabO.tk Tichy (197~) 
3.%9 AP·HPLC·& Hammen tt al (Uil) 
J.lll RP·HPLC-1 G.nt (1914) 

outlier 161 RP·HPLC !adsfortb (19M) 
audier U7 .RP·HPLC HaJcy 6 YoUil; (1.914) 

J.l% RP·HPLC l.adJ(onh (1!)86) 
J.U RP·HPLC Koopmans I& Rekker (1914) 
119 •VV'Il4't aU I values 
J.U IYerAp .5 value 
J.14 CLOCP 
1%0 SPAJtC 
J.lO rec0111111end '"''"''' or rant l values. 

xyllae.p- 106..0·3 111 pa.coL Tewari (1912) 
l.15 ............ nchr (1974) 
3..2' RP·HPLC·! Gant(lSJI.f) 
121 RP·HPLC•I Hammen er al (1912) 
3.13 RP-NPLC-1 Ranc.udaield I& TomlinsoD (1913) 

ODIUer J.~ RP-HPLC l .. fortll (1986) 
outlier 3.31 R!'-HPLC Haky 6 YOGDJ (1M4} 

125 IU'-HPLC Haaai et al (1911) (aVJ. 5 valuB, 
dJII'ennc %acetonitrile) 

J.l! RP·HPLC ladsfonb (1916) 
J.ll llP·HPLC Koopmau 4rl Rcldler (J 911-4} 
3.2G avera.:- •H t• Ylllua 
3.20 avenp 8valau 
J.Jol CLOCP 
3.1, SPAAC 
3.11 riJComMead avera«• or l1rl& l values. 

Note: UaJesl odlerwlle DOhd aU IIICUUftd data •en compUed by Roben Tnaadale of RTL Rubert Trundale also offered 
CGftUMDtii~Bdadoas ua IMIISUM data: wid~ r..- escepdolts. our rec.....,.ndarions .,.. couiltant ,.·itb bil. 

Note: No~- a ... blr .... beea .. iped 10 tk SPARC Pntpertits C•lculator aad tlaenfon, ruture estimation of lhe locI<;.. vtdun for tla
campoudaiUJ'...,-. 


