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pk, prediction of PRO

Database: database\compdb.cdb

OH
NH I
o]
Acidic groups:
Group pHe
2 .COOH-TETRAHYDRO-IMIDAZOLE 1.80
Basic groups:
Group pHs
SUBST.-PYRROLIDINE 11.65

PREDICTION DETAILS

2-COOH-TETRAHYDRO-IMIDAZOLE
Type: Acidic

Fredicted pk; = 1.80

pi"=1.80

Modifying substituents:

rhoy =120

Modifying substituents not found
rho, = 0.50

Modifying substituents not found

SUBST.-PYRROLIDINE

Type: Basic

Predicted pkz = 11.65 OH
pkS=10.58

NH
Modifying substituents:

o
rha; =1.01

Mame of substituent factor const sigma
COCH 1.000 -1.08 -1.06 (ionized)
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TR 53 e 25 IR Kaliszan 5 F2: 1gBB=-0.088+0.272AlgP-0.00112M,,
T K sk, B SR A Hansch 7 F2: 1gS=-1.339IgP+0.987 ; Yalkowsky /7 F :
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logP prediction of PRO
Catabase: database\compdb.cdb
OH
NH
o]
logPeppaoss =-1.76
logParoanes = -0.42
10@P cprrmsu=n = -0.02
0GP compansa = 0.863 100F apaccs + 0.136 100Faramces + 0.001 109 Pzpemsoes = -1.57
PREDICTION DETAILS
Fragment database ANMMNLOGP
Qacc. Mame of contributor
2 002_C: CHZRZ
1 006_C: CH2RX
1 008_C: CHRZ2X
1 040_C: R-C(=X}-X, R-CH#X, X=C=X
4 046_H: H-CO{SP3)
3 047_H: C1(8P3), CO(SP2)
2 050 _H: H-HETEROAT M
1 057_0: IN PHEMOL, EMNOL, CARBOXYL OH
1 058_0: =0
1 DE7_M: ALZMH
logPapaoes =-1.76
Fragment database ATOMICE
Qcc. MName of contrilzutor Value
2 002_C: CH2ZRZ2 0.01
1 006_C: CH2RX -0.33
1 008_C: CHRZ2X -0.58
1 040 C R-C(=X}-X, R-C#X, X=C=X -1.96
4 046_H: H-CO{SP3) 0.25
3 047_H: C1(3P3), CO(SP2) 0.00
2 050_H: H-HETEROATOM -0.24
1 057_O0 I PHEMOL, EMOL, CARBOXYL OH 0.238
1 058_0: =0 1.47
1 D67_M: ALZMH 016
logPatoinzs = -0.42
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% Pallas 3.2 - Drug-likeness (by Rule0f5) - [Results : PRO]

E File Edit Drawtools Predict Wizards Window Help

£l sl el 2] ] o s

Compound name Molecular weight logP Hydrogen-Bond Donor  Hydrogen-Bond Acceptor Rule of 5 violations

FRO 115.15 -0.18 2 3 ]
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TPSA prediction of PRO

Database: database\compdb.cdb

OH
NH
O
TPSA=4932
PREDICTION DETAILS
Fragment database TPSA
Occ. Mame of contributor Value
1 29:0=R1 17.07
1 30:0H-RA1 20,23
1 T MNHR1R2 12.03
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Compound name  Alert Count  Reactions
FRO Probable 3 F22_CONJUGATION WITH GLUTAMINE  F23_COMJUGATION WITH GLYCINE  F27_FORMATION OF O-GLUCURONIDE |1,
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Compound Mame: PRO FPredicted toxicity: uncertain[3]
Fragment Hame: T_HAR_HAT_HATOZ

Species : Mammalsloral)

Cruration: Single

[Losage : Medium

lagP: -1.71

pkiaa: 1.820

pkab: 11.65
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% Hazardexpert Alert Results
Compound name Toxicity Overall tox, Oncogen.  Mutagen.  Teratogen. Irritation
PRO Highly probable 1 0 1 17 0

Cytotoxicity
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Cytotoxicity prediction of PRO

Database: datahaselicompdb.cdh

O—[/OH
NH f
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Cytotoexicity: not probable
Cytotoxicity index = 0.03

PREDICTION DETAILS
Fragment database: Cytotoxicity2 006

Mame of contributor

002 _C CHZRZ2

006 _iC: CH2RX

008_iC: CHR2X

040_C: R-Ci=r-, R-C#, ¥=0=X
046_H: H-COEF3H

047 _H: C1(5F3), COSFH
0a0_H: H-HETEROATOM

0a7_o: M PHEROL, EMOL, CARBORYL OH
na8_0n =0

067 _k:ALZMH
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