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T~L1c 1 l.ist o f co mpounds an d t heir cXI)<,;t imcntal an d pnxlict <-x1 wateT solubili t y (lOi<:S)

OLS modd~

- 1. 25 - 0 . 15

0.18

O. IS

0.0 1

0 . 20

0.27

0.21

0.15

0.04

O. OM

0.43

0.00

O. S8

0.03

0.12

- 0 . 18

- 0 . 22

o. .n
- 0 . 13

O. ~2

- 0 . G8

- 0 . 10

0.08

- 0 . 08

0 . 2S

- 0 . 20

- 0 . 16

0 .1 9

- 0 . 18

0.01

0.08

O. OS

0 . .13

- 0 . 35

0.28

- 0 . 3 1

0 . 29

0.2.'i

- 0 . 31

0 .01

0.0 1

0.06

0.04

0.05

0.24

0. 36
0 . 2M

0 . 28

- 0 . 13

0 .2S

- 0 . 29

0 . 2M

- 0 . 19

- 0 . 08

0.04

- 0 . 07

O. OS

0.08

0.01

0 .1 9

0.15

0.02

0 . 38

o.n
0.43

- 0 . 11

0.20

0 .1 4

0.2S

O. ~8

Pr~d.

or.s

1. 31

0.59

- 1. 0 1

2.97

3. 66

- 0 . 0 1

O. 3.~

0.02

0 . 59

1. 19

- 0 . 0 5

O. 6~

- 0. ~ I

1. M9

- 0. ~ 3

- 0 . 29

1. 39

- 0 . 12

O. M5

- 0 . 1 1

- 1. 30

O. 9~

1. 01

1. 01

0.54

0.62

0.62

0.10

0.52

0.62

0 .5M

0.10

0.11
0.18

0 . 18

0.26

0.26

0.18

0.18

0.26

0 . 26

0.26

0 . 32

0.26

0 . 26

0 . 32

- 0 . 11

- 0 . 31

0 .21

- 0 . 21

0 . 21

- 0 . 30

- 0 . 30

0.30

- 0 . 21

0 .21

- 0. 17

O.IM

0.21

- 0 . 21

0.17

- 0 . 17

0 .21

0 .09

- 0 . 85

0.80

- o. n
0. 14

O. 6.~

1. 8 2

0.54

- 1. 00

2.11

a. 39

0. 11

0. 18

0.06

0.51

1. 62

- 0. 0 5

0.05

- 0. 38

1.11

- 0. 62

- 0. 51

LOO
- 0. 8 "

1. 21

- I. 29

- 1. 10

0. 85

0. 9.1

1. 25

0.33

0.16

0.43

0.52

0.63

0.10

0.13

1. 03

- 0. 23

0.10

- 0. 13

0.03

0.51

- 0. 16

0.19

0.21

0.20

0. 30

0.31

0.50

0. 62

0.60

0. 10

- 0. 11

0.46

- 0. 51

0. 49

- O. H

- 0. 38

0. 34

- 0. 32

0.25

- 0. 10

0. 11

0.03

- 0. 0 6

0. 15

0.20

0. 19

0. 34

- 1. 26

LOO
- 0. 6 1

0. 49

0. 16
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•
1.62

3.54

- ~ . 14

5.55

1. 31

- 1. 6 ~

1. 08

- 0 . 12

O• •~6

0.00

- 1. 81

1. 49

- 1. 44

0.72

- 2. G3

- 2. 5 3

2.71

- ~ . 0 9

3. 25

- 3. 25

- 3. 91

3. 25

- 3. 25

3. 25

- 3. 91

- 3. 91

3. 91

- 3. 91

3. 91

- 3. 91

3. 91

3. 91

- 1 . 6 ~

4. 6 9

- ~ . 6 9

~ . 6 9

4. 6 9

- 1 . 6 ~

4. 6 9

- ~ . 6 9

~ . 6 9

- ~ . 6 9

- 1 . 6 ~

4. 6 9

- ~ . 6 9

~ . 6 9

- 5. 4 2

- 5. 12

5.42

- 5. 12

5.42

- " . 4 2

- 5. 12

5.42

- 5. 12

5.42

- 5. 4 2

5.42

5.42

- 5. 12

5.42

- " . 42

5.42

5.42

- 6. 11

5.U

- 6. 14

5.14

5.U

(Z ) 1,2 di h ro"""'theoe

I . 2-J ;b romO<; thao,

1. 1 ,2.2 ",,,b romo ethone

I- b romo p rop" n"

2- b w mop ropaue

1,2 d ih romo 3 ,hloroprop.ooe

1. 2-J ;b roml1p ropan"

1 bromobn t>oe

l - b rom0- 2- m, ,,hy lpropa n"

1 - brotm,.-3-u,e lhy lbu t . ne

bl1' nn 1 01

2- tae,hylpropau-I- ol

bUtOll 2 01

[><''''an- I- ol

2-tDC,I,ylbu,~u-l -ol

3 met hy lhot llo 1 01

2 . 2-d i'ne ,h ylprop.n- l -01

pen to n 2 01

[><''''an-3- 01

3 =thylbut~n 2 01

2 methy lhot llo 2 01

hexa u-I-ol

2 met hy lp"0 tllo 1 01

4- nw thy l[><,ntn n- I-o l

2 .2 d imethylbu tall 1 01

3 ,3 d imeth ylbOltnn 1 01

2-Clhylbu' au-I- ol

hexlln 3 01

3- nw thy lv<,ntn n-2-0 1

4 "",t hylpo otao 2 01

2-n wt h ylfK" ntn n-3-0 1

3 . 3-d i'ne ,h yl[.><'ll ' au- 2-o 1

2 met hy lp"0 tllo 2 01

3- nw thy lv<,ntn n-3-0 1

2 ..~ d imethylbn tall 2 01

2 , 4-J; m<,h ylfK,'''' an-2- 01

hep ' au-I -ol

2 , ~ d imeth yl!",n tan 1 01

3 . 1-d i'ne ,h yl[.><'ll ' au- I -o l

4 . 4 dimet hy lpe:n'nn I 01

h" p t" n-2-01

hep ' au-3-o1

hept lln 4 01

5- tae' hyIht".l<'"- 2-01

2 ""'t hylhHall 2 01

2 • 2-J; m<,h ylfK,'''' an-3-o l

2 . 4 dimet hy lpe:n'nn 3 01

2 methy lhHnn 2 01

3- tDC,I, YIht".l<.n- 3-01

2 ..~ d imethylpen ' all 2 01

2 . 3-J ;m<1h ylfK,'''' an-3-o l

3 ethylpont~n .~ 01

2 ,3. 3 tri met hy lb Oltnn 2 01

oCl..,.-l-ol

2 et hy lhexao 1 01

3- nw thy lh"p' an-2-(11

3 ""'t hylhep 'a" 3 01

2 ,2. 3 tri met hy l!", ntan 3 01

pcrchloroc 'ocnc

3 , hlo ro pro p I en e

(l.) - I . 3-d ;, h lo rop rop- 1 " n"

per ,hloropro p 1 eno

p"rrh lorohl1 ta 1. 3 d iene

bromoch lorome , llaDC

hrorno mdhnoe

d il,romo m<, h. n,"

bro mofor m

p",h romo methane

bro moctl lOne
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ra

'"no
no

'"ai
tzz
123

'"125
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'"
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raa
.13

1.14

135
1.l6

'"as
1.l9

0 .19

0 . 24

0 .1 4

0 . 15

0.09

0.12

0.15

0.04

0.27

0.16

0.01

O. .U

0 . 32

0.01

- 0 . 12

0 .11

O. .~.'i

O.IG

O. ta
- 0 . 29

0.22

0.01

0.02

0 . 50

- 0 . 5 2

0 .01

O. .U

- 0 . 22

0.27

- 0 . 01

0.06

0.08

- 0 . 01

0.09

- 0 . 14

O. •17

O. ~6

- 0 . 26

0 .21

0 . 30

O. •~4

- 0 . 11

0.06

O. .~9

0.06

O. ~6

0 . 28

0 .71

O. ~~

- 0 . 01

0 . 16

- 0 . 18

0.25

0.21

0.51

o.n
- 0 . 26

0 . 10

O. .U

c..

O. H

- 0 . 43

O. •~4

O. .~O

- 0 . 38

0.04

- 0 . 2 1

0. 14

0 .1 8

0.00

., 4 2

- 2. 0 6

2.06

- 2. 0 6

- 1. 61
., 20

- 2. 20

2.20

- 3. 0 1

- 3. 01

3. 01

- 1. O~

1. 51

- I. 91

1. 91

1. 91

- 2. 11

2.44

- 2. 44

2.99
., 9 9

- 2. 3 5

2.93

- 2. 8 8

- 2. 8 8

1. 21

1. 53

- 1. 96

1. M8

1. 8 8

- 1. 8 8
., 28

- 2. 28

2.28

1. 11

- I. 11

1. 70

O.H

- 1. 10

1. .'i8

- 0 . 3 5

0.61

0.64

- 0. %

Prod..

- 2. 31
., 3 5

., 82

- 2. 9 ~

0 . 10

- 0 . 4 1

O. 76

- 0. 08
- 0 . 38

0.46

- 0. 88

O. ai
- I. 23

- 1. 21

1. 74

- 2. 2~

0 . 42

- 0 . 3 5

- 0 . 78

0 . 84

- 1. 26

O. ai
- 0 . 74

1. 21

1. 16

Ex p.

0 .15

1. 29

- I. 82

1.1.l

1. 19

- 1. 16

2.1.l

- 2. 24

2.01

2 26

- 2 . 30

2 03

- 2. 03

2.92

- 3 . 00

- 2. 11

2 . ~1

- 1. 9 1

1.9.l

- 2. 3G

- 1. 39

2 . 1.l

- 2 . 11

2.10

- 3 . 54

- 3 . 00

2 10

- 1. 30

1. ,~O

- 2. 04

1.91

2 us
- 2 . 51

2 S2

- 3. 18

.~ . •17

3 . ~6

- 3 . 25

0.12

- 0 . 10

1. 10

- o. n
- 0 . 32

0.01

- 0 . 8 2

O. ,~6

- 0. 96
- 0 . 53

1. ao
- 2 . 30

0. 5M

- 0. 53
- 0 . 53

O. S1

- 0. 12

1.22

- I. 00

1. ao
1. ~8

- 1. 10

1. 60

- I. 60

2.04

1. O~

- 1. 18

1. S~

- 0 . G6

O. ~M

O. ~6

- 0. %

5.01

- G. 61

5. 51

5 .61

- 6 . 21

6.21

- 6 . 21

6 . MM

6.88

- 6. 88

2.5S

- 3. 2G

a. M5

- 2. 11

- 3 . 31

3. 31

- 3. 91

a. 91
- 4. ,,1

- 4 . 51

5 .18

- 5. 78

a. ~ 9
- 3. ~9
- 4 . 09

~ .09

- 4 . 69

4.21

- 4. 2 1

4. ai
~ . 81

- 4 . 93

4. 9,~

- 4. 93

S.56

~ . 21

- 4 . 93

5 . 5~

- 2. 8 1

a. ~2
3. ~2

- G. 9 1

- 3 . 0 2

- 4 . 0 2

•

5. 91

5 .91

- 5. 91

6 . 6.~

- 6 . 63

6 . 5,~

6 . 6.~

- 6 . 63

6 . 6.~

- 6 . 63

7. 36

- 7 . 36

- 7 . 36

7.36

- 4. 1 1

4. 71

- 4. 1 1

- 4. 11

3. 15

- 3 . 15

a. 15

- 3. 38
- 3. 38

3. 38

4.11
S.19

Compound ""me

OC"IlM"UC

to lu,ne

1-e'hy1 """,, ·0<
p x ylene

m xyl.n.

u- xyku c

1 ,2, 3 tri m..hylbe m e"e

1 . 2 . ~ -"; m<L1 hyll).m...,""

me';t ylen.

1 pm py lbe n" " .

cU1ncuc

1 ..hyl 2 """t hylbe",.,,.

1- , ' hy1-1-n",' hyll" ,,,,,,,, ,­

1 bu tylbenzene

1-;".,1," , yll...,,,,,'"<'

l - >t"c-bn ,ylbc Il"'-'Ilc

1 Iert b",,, II><-,,, . ,,,,
1-bromo-2-chloroIx,,,,,-,,,,
1 bromo .1 chlorobenzene

1-brorno-~ -ch lo ro Ix,,,,,-,,,,
l -hrumob.:nzcnc

1 , 2 Ji hmm" ","n" " .

1 ,J-dibrotllubcuzenc

1 . 4 dih rom obe nzen e

1. 2. :;-1ribromok n,,·oc

1 , 2 , 1- ,ribrotnubcuLcn e

1 . 3,5 tri hmm" ","",.".

1 , 2 , 1 ,5 - ' c lr.bro' nobcn ocuc

1 chlow J.. nzenc

1. 2-d;,·hl" , ,,"" n,,·,,,

1 ..1 dichloro be nzen e

1 .4 dichlom ht-nzene

1,2 ,:;- ,richwrobcuzcllc

1,2 , 4 trichlom b<-m ene

I . 3 . s-.,;,·h lo'o b<,n,,·o,

1 . 2 ,3 .4 te 'rach lorohenu""

1 , 2 .3.5 td ,ac h lo roh en,eoe

1 . 2 , 1 .5 - t' lr.chlorobcll ocnc

d ichloromet h""e

ch lo rofo ,m

pe",hloro"""h~lle

ch lo 'O<" h. o,"

1 . 1-dich loroc thau t"

1,2 d;,hloroethane

I • I , 1-1 ,;,·h lo'o<;t hao,

1 . 1 ,2 t richlom ethane

I . 1, 1 .z-«; 'achlo'O<"ha n"

1 . 1 , 2 .2 -tc lr.chloroc th.nc

1 ,1 • 1 .2,2 p"oto, h loroe, hlloe

pc",hloroc,h.n,

1 , hlo ro pro pa ne

2-,h loropropvo"

1.2-dich loroprop. nc

1 , 3 d;,hloroprop""e

1.2 , :Hrich loroprop. nc

1 ,hlorohnt~""

2-,h lorolJU'nn,"

1 . 2 dichlom h ut ane

2 ,3 d;,hlorohutane

1- t"h loro\><·ll l.n,

2 , hlo ro po" to""

3-,h lo ro [><' o' ao<'

1 , hlo rohon ll e

1 , h loro 2 met hy lp rop""e

2-t"hlo ro-2 -tIlc,hylbu lanc

2 ,3 d;,hloro 2 rne thy lhotane

ch lo 'O<" h" n"

1. 1 dichlom ethe""

( Z) 1,2 di,h loroethe ne

1 . 1 ,2- ,richloroc,ht"ll<
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,f3
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1
0, 1

.~Cl

V 3

3
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O
J-h o.va
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3
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V O. 26 ,,!D.7j[ j'i

l X 2 = 640
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Fig. 2 Regression standardized residual histogra m

Study on QSPR of organic compounds' solubility

with molecular connectivity indexes

ltV Cui-ling .ltV Qi-xun

( De part ment of Ch em iRtry . Qinghai University for Nntionnlhies c Xi'ning 810 (}07 . China)

Ah stract , A goo d r el ationship has been o btained in 0 X , 0 X '", cP a nd LogS, usi ng molec ula r con nect iv ity

indexes t o p red ict sol ubilit y on fiv e diff erent kinds of 139 organic compounds . T h is paper p rocesses data

with SPSSII. 5 . and estab lishes an eq uat ion wh ich has four va riab les. w hich also r ecei ves Rood

predicti ve va lue. T h is met hod ha s t he advantages of simple-ca lcul a tion ant l good-relationshi pv and has

good va lue fo r extension and ap pl icatio n.
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