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Table 1 Chemical name, the value of experimental and predicted of X, , S, and residual for 15 compounds

BNy 7 Fit leSw HE(5) w3 lgkow  HE(6) R
1-(4qER)ZW 135.17 -1.98 -1.77 -0.21 2.37 2.08 0.29
-4-ARERIZH 134.18 ~1.75 -1.7 -0.04 2.11 2.00 0.11
1-(4-PREARERI)ZW 150.18 -1.32 -1.62 0.30 1.42 1.60 -0.18
1-(4-BeRERE)ZM 135.17 -1.00 -1.38 0.38 1.4 1.54 -0.30
-4-BRERE)ZR 136.15 -1.27 -1.28 0.01 1.45 1.40 0.05
(2,4 K5 RMER)ZN 207.03 -2.95 ~3.05 0.10 2.82 2.74 0.08
2-R-1-FHZ W 199.05 -2.43 -2.33 -0.10 2.18 2.07 0.11
3ACERFETR 138.12 -1.34 -1.10 ~0.24 1.09 .18 ~0.09
ABRREIPAREER 152.15 -1.3% -1.50 0.20 1.17 1.38 ~0.21
34N EETRE 166.18 -1.42 -1.37 -0.05 1.20 1.17 0.03
REXEER 122.12 -1.23 -1.23 0.00 1.29 1.24 0.05
L BEXPR 12.12 -1.16 -1.11 -0.05 1.36 1.24 0.12
IZEEABREPR 166.18 -1.77 -1.67 -0.10 1.61 1.49 0.11
IRABEEFR 201.02 -2.18 -2.26 0.08 1.83 2.30 -0.47
2.5- “HEEEHR 166.18 -2.32 -2.03 -0.29 1.91 1.60 0.31

* Sy expressed in mol-17'.

KowfEA—F0 FRIBURBAHNBESE, BEASYESEYREHNEIERASTR
ARBIER, 7 Hansch BB BH T ZEHEA. 7 QSAR XRH, KowEERMEMLEY
ST EEPRAGE. SRAMBES . FTLUER Sefl KowI XX RX KowfT6M .

2.1 Syl Kowfi Xtk

B 1gSw M lgKowH T IS 87, lgSeMl lgKow FFFEBSFRIMERYE, HMXHER.

lgSW = -0.0564 - 0.9864 lg KOW
(n=15, r=~0.8895, SE=0.2686)

¥ lg Sufll lg Kow B TR (MW) #HfTERSGH, BR5 —HXTR:

(1)
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lg Sy = ~0.9151 - 0.7031 lg Kow —0.009 MW (2)
(n=15, r=0.9624, SE=0.1415)
BHAAE (D, STUEN, Svld KwBAREFHHEXE, WAFR (2) W UE
W, MAGFE, TR ERSHEOMEE.
2.2 KERE. TEB-KIREARSHOFEEESRE (X)Xt
¥ lg Sy FAXy HEATEIASH, HMEXHRA:
lg Sy =0.4860-2.6374" X, (3)
(n=15, r=-0.9095, SE=0.2443)
# g Kow ¥ X, #EATRS 0T, HEXHEY:
lg Kow = ~0.9804 + 1.1715°X}, (4)
(n=15, r=0.8354, SE=0.2930)

MR (3) ATERSCX, FROVHA, X R, BEERK XEEKX,
FERIEVRSTHERBRIN, 7 FEBREAN, ke STFREBET K. 35FE (4
BAX RECHE. RS FRBRAR, Biktbmia.
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LHAEERALAGYAEZHENRAER, ENNEHTARERT. 244y
RAMKE. BESFRKHER, FEXEECBIERANTR, UEBR/EBFR. SR8
", SRURHAERBERNS. Bit, BREREHIBRT ¥ xi a5,

Y=X,-X
K, YHECHNIET, X AWEDS TR TEEEER (W& FREERAKRET
REFES FPHEREERTHR ., EMABRNT ), X IETH I FEEERH.
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Table 2 Moleculer connectivity indices for 15 compounds

No. (% 1) 1 2 3 4 5 6 7 8
’X; 2.4986 2.4232 2.2847 2.1428 2.1031 3.1150 2.4826 1.8660
Xy 0.8103 0.7883 0.8257 0.7178 0.6961 1.3073 1.0244 0.6138
2y 0.6432 0.6432 0.9651 0.8872 0.9623 0.6601 0.6298 0.9061

No. (A% 1) 9 10 11 12 13 14 15
X, 2.0491 2.231 1.7128 1.7094 2.2780 2.6815 2.3175
‘X 0.7675 0.8389 0.5981 0.5529 0.8751 0.9922 0.0039
2y 0.9188 1.4417 0.6298 0.6297 1.0864 0.6084 1.0051

SIAFEREIET Y #TERBSN, HHXFREOT.
lg Sy = -0.056-2.5795°X} +0.588° Y (5)
(n=15, r=0.9324, SE=0.2046)
lg Kow= —0.1098 + 1.0774 %z, +0.783’Y (6)
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(n=15, r=0.8925, SE=0.2317)
MFR (5), (6) ATLIEFEH, 5IA Y, HXBRRKES. BHr, FEHIE
FYRRESERUREA S FHFCHIERANERLSE.
gr ERTR R f R PR AR OB O F R REB (L & W E0 S 0 Kow 2 AT 17 . R 5
AEGEEIRT ¥ X FEFKERALEHKERENTRERAROTMEEZEEM.
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DETERMINATION AND ESTIMATION OF WATER SOLUBILITY
AND r-OCTANOL/WATER PARTITION COEFFICIENT
FOR SUBSTITIUTED AROMATIC KETONE AND ALDEHYDE

Ding Yanbin Cao Jiasheng Wang Liansheng
(State Key Laboratory of Pollution Control and Resource Reuse,
Department of Environmental Sciences and Engineering, Nanjing University, Nanjing, 210093)

ABSTRACT
Shake-flask method was used to determine water solubility ( Sy ) and n-octanol/water parti-
tion coefficient ( Koy) for 15 substituted aromatic ketone and aldehyde. The result showed that the
n-octanol/water partition coefficients were correlated with water solubility. Molecular connectivity
indices (MCIs) method has been used to established correlation equations. The estimated value
were well fitted with observed.
Keywords: QSAR, wter solubility, n-octanol/water partition coefficient, MCls.



