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Relationship between lipophilicities of 1,4-dihydropyridine derivatives and pharmacokinetic interaction strengths with grapefruit juice.
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PubChem

- http://pubchem.ncbi.nlm.nih.gov/
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Marvin Sketch
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ALOGPS
http://www.vcclab.org/lab/alogps/

Fravide CAS B or SMILES of 2 molecule and press the "submit' button BT AR 2006

OC{CNCEC ) (CICICOCT=CiCiCI=0)C=CINCINICCICCI=00C=C1

Lipload a file with moleculeds) in 43 formats upload file malecule editar
OC{CHNC{CHCICICOCTI=CICIC)I=0C=CNCN(CCICCI=0c=C1 =] delete et values

. CASRM AEYE0-93-9 formula C20H3ZM304 Ty ATH56

ShILES DC{CMNCICHCICICOC=CiC{C=MC=C{MNCMNICCICC=0C=C1

logP {exp) ; 1.92 logs (exp) ; . 7K
ALDGPS 229 =+0.37= ALOGRS -3.3400.17 il ;*%1-.
1A logP 1.39 =-0.53= 1A logs -23T (182 il ,l‘ﬂi
ABILooP 227 =+0.35= ABiogS 3480139l > %
QlogP 248 =+057= Qlogs -52.50 01.20 moil) iﬂll
COSMOFrag 4.78 =+18h= Average logs -3.B7(+-1.31) ) ﬂE
rriLogP 265 =+0.73= oKa
LTI 1.93 =+0.01= ABipka (Base) 9.40 %
ALOGP 1.90 =-0.02= ABIpla (Acid) ;~E|l
Averade logP 2.4B(+-1.02) =+0.54= PhysProp ref Sangster's r*’é
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SPARC on line calculator

http:// g)palgc.chem.u a.edu/sparc/
B 5 LDFER (D EIE

(Reference 7

SPARC
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Automated
Reasoning i
Chemistry
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