OIMETHYLME

DIMETHY ID | HERBICIDE,




IODOACETAMIDE :

Class | Type Log{P> Contribution Description i Conment
Fragment ! # 1 | NH2-Amide [A]1 iMeasured
' Todide [A] iMeasured
H i aliphatic isolating carhon
2 hydrogens on isolating carhons
1 chain and @ alicyclic (net

t
A1l fragments measured

Interactive 'extended fragment' analysis

Interactive 'extended fragment' analysis

Enter SMILES, name or CAS: |iodoacetamide

(submit )

SMILES:
NC(=0)CI

Fragments:
1 | NH2-Amide [A] |Measured | -1.99
2| Todide [A] f f 759

Prox y:
¥2-X1 | Effect for Y-fragment §1

Whole melecule is an extended fragment.




e 0.8 Interactive ‘extended lagment’ analysis

Interactive 'extended fragment' analysis

Enter SMILES , nama or CAS: 1cC(=C)N
Culnfl value (el is 89

* submit)

SEILEET
NCi=D)eCT

T [ WAZ-RKaide TA]
2 | rodide [a]
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METALAXYL : FUNGICIDE

Class
Fragment
Fragment
Fragment
Carbon
Carhon
ExFragment {Branchi
ExFragment
ExFragment

RESULT

Lug(ga ]Cuntribut ion Description

i Ether [

fAmide [Aafl
Ester [AA]
7 aliphatic isolating carbons
6 aromatic isolating carhons
1 non—halogen, polar group branch
21 hydrogens on isolating carbons
7 chain and B alicyclic <net>
1 to simple aromatics

gakil
Frag! 02 & 3
2 normal ortho (#2,0,8/2>
Methyl ether <aliphatic)>
All fragments measured

i Comment
iHeasured
iHeasured
iMeasured

Group

CLOGP=5




e

Fragmantes

1

| Bther [AA]

3

[ Ester [AK]

rcy

| Fragments #2 & #:2

.
METALAXYL : FUNGICIDE

Class
Fragment
Fragment
Fragment
Carbon
Carhon
ExFragmen
ExFragmen
ExFragmen
Benzylbon
Proximity
P

Log(P) Contribution Description
Ether [AA]

fAmide [Aafl

Ester [AA]

7 aliphatic isolating carbons

6 aromatic isolating carhons

1 non—halogen, polar group branch
21 hydrogens on isolating carbons
7 chain and B alicyclic <net>

2 benzyl bonds to simple aromatics
Fragments #1 & #2

normnal o ho /H
Methyl ether Caliphatic>
All fragments measured

Conment
easured
easured




CHLOR | HEREICIDE. €

ACETOCHLOR

METHYLPHENY
CHEM. EPA

ClogP = 147
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.
BUPIVACAINE : ANESTHETIC (LOI

Class
Fragnent
Fragment

Log(P) Contribution Description T Conment
Tertiary fAmine L[ARR] Measured
NH—Amide [afAl iHeasured
Carbon 11 aliphatic isolating carbons
Carhon 6 aromatic isolating cashons
ExEragnent iBranch! i non—halogen. polar group branch iGroup
27 hydrogens on isolating carbons

#chain and 6 alicyclic <not>

1 simple aromatics

i
2 normal ﬂl"t]‘!ﬂ (m/z 2-8>
A1l fragments measured 1CLOGP=5
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