Y@ g #H RSy

178 Journal of China Pharmaceutical University 2008,39(2):178 —182

&M RE K 5 B R B B R TR LSRR T

OEM OB ERE,ESE
(IR ZGRIK 25 S 30 3 BP9 T i 210009)

 E HE:AZUAT RGOSR RS Rk, PR NG EREFRERALEF, Ak Ae T4
# b & 15 1 CLOGP ACD/LogP . Pallas #= Molinspiration 4 #f i+ S 2 4F 38 7F log P&, sei it e s, BR . AL HEW
4 Fpit LR AR LB 69 T L AL A6 log P AR, 51838 AR a0 7 iR AR B K Z A& ed log PAE, A BH T
AL B 2 4t

X8R T EMRE R AU B 2 %t BE K 5B & 2 9F 4 44 ; CLOGP ; Pallas ; ACD/ LogP ; Molinspiration

hESES RII XERFRIRAD A XEHS 1000 -5048(2008)02 —0178 - 05

Introduction and comparison of softwares used in calculating lipid/water

partition coefficient of compounds
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Abstract

compounds and to compare the estimation accuracy. Methods: Based on the molecular structures selected, the

Aim: To introduce the available softwares used to calculate the lipid/water partition coefficients of

values of log P were calculated using softwares CLOGP, Pallas, ACD/LogP and Molinspiration, and the estima-
tion accuracy was assessed one by one. Results: The four softwares could accurately calculate the values of log
P. Conclusion: Application of these softwares in the calculation of log P values of compounds facilitates
computer-aided drug design.
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Compd. Experimental value ACD/LogP Molinspiration Pallas CLOGP
Acetazolamide -0.22 -0.260 —-1.146 -0.04 -1.130 9
Acyclovir -1.31 -1.760 -1.614 -1.48 -2.422 4
Amphetamine 1. 80 1. 806 1.323 1.57 1.742 0
Aspirin 1.43 1. 190 1. 434 1. 56 1.023 5
Atropine 2.90 1.528 1.767 1.82 1.299 2
Benazepril 3.22 3. 860 2.524 2.29 1.823 7
Benzocaine 1.54 1. 945 1. 560 1. 66 1.9230
Bepridil 5.15 5. 800 4.965 5.23 6.200 2
Carbenicillin 1.22 1. 009 1.327 1.32 1.637 1
Carbenoxolone 6.96 7.083 5.597 4.33 7.001 2
Chlorhexidine 4.07 4.576 3.989 1. 05 4.8100
Chlorpheniramine 3.56 3.389 3.310 3.81 3.148 0
Dexamethasone 1.77 1.870 2.056 2.10 1.785 2
Diltiazem 3.14 3.634 3.336 3.24 3.647 1
Dicoumarol 3.45 3.548 3.325 2.26 3.657 6
Fluoxymesterone 2.54 2.170 2.761 2.55 2.654 0
Fenoprofen 3.64 3.844 3.891 3.86 3.8210
Indapamide 2.09 2. 095 2.455 2.53 2.9570
Mephenytoin 1.52 1. 400 1. 706 1.23 1.741 0
Metoclopramide 2.46 2.216 2.535 2.54 2.229 4
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( Continued )
Compd. Experimental value ACD/LogP Molinspiration Pallas CLOGP
Mexiletine 2.04 2. 160 2.002 2.16 2.569 0
Pentazocine 4.21 4.535 4.594 4.24 4.667 0
Quinacrine 5.39 4.787 6.563 5.29 6.722 8
Ramipril 3.15 3. 409 2.398 2.54 1.5399
R-mephobarbital 1.92 1.771 1.592 1.55 1.851 0
Suceinic acid -0.60 -0.59 -0.655 -0.80 -0.5256
Testosterone 3.60 3.48 3.245 3.30 3.2190
Trifluridine -0.52 0.01 -0.974 -0.71 -0.565 6
Trimeprazine 5.16 4.98 4.854 4.75 5.298 0
Warfarin 3.51 3.417 3.031 2.46 2.9013
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Table 2 Data comparison of the different softwares

Name MAE* STD" r

CLOGP 0.691 0. 857 0.951
ACD/LogP 0. 622 0.78 0.951
Molinspiration 0.512 0. 469 0.972
Pallas 0.589 0. 665 0.961

“Mean absolute error;’Standard deviation
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Figure 1  Simulation of experimental log P and predicted log P by

different softwares
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Table 3 Log P values of metallic compounds
Compd Experimental ACD/LogP Molinspiration Pallas CLOGP
values
1 1.96 - 1.84 - 1.91
2 -0.55 - -0.37 - -172
3 -2.08 - -1.72 - -2.89
4 -2.70 - -2.93 - -3.22
5 -2.19 - -4.89 -  -1.68
6 6.97 - 8.55 - 15.98
7 1.56 - 0.55 - 6.09
8 1.95 - 0.53 - 2.41
9 -4.22 - -4.85 - -1.36
10 1.87 - 1.88 - -1.32
STD 1.35 12.28
r 0. 959 0. 85

1.2-( Ethylmercuri-thio) benzoic acid ;2 :3-Mercuri-4-aminobenzenesul-
fonamide ;3 ; Adenosine monotungstate ; 4 ; Adenosine-5'-ditungstate ; 5 ;
Cisplatin ;6 : Ferricrocin iron ;7 : Delta-bis (2 ,2’-bipyridine ) - ( 5-methyl-
2-2'-bipyridine ) -C2-adamantane ruthenium ( 1i) ; 8 Delta-bis (2, 2'-

bipyridine) imidazole osmium (1i) ;9 Desferal ;10 : Mercury diiodide
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