2D STRUCTURE NAME SMILES
— Methy! C
’—\ Ethyl cC
’—L Propyl ccc
.—\'\ Ethenyl Cc=C
’—\: Propen-3-yl or allyl CC=C
f—= Ethynyl C#C
’—\E Prop-2-ynyl CC#C
|_DH Hydroxy 9]
l—\\DH Hydroxymethyl Cco
’—\~DH Hydroxyethyl CCO
WD Formyl C=0
’—\:D 2-Acetaldehyde CC=0
I_Dx\ Methoxy oC
F—MNH, Amino N
I—\\NHE Aminomethyl CN
’—LNHE Aminoethyl CCN




Iminomethyl C=N
NH Y
Iminoethyl CC=N
——=—nN Cyano C#N
’—\:N Cyanomethyl CC#N
F—SH Mercapto S
| ™ Mercaptomethyl Cs
SH P Y
Mercaptoethyl CCs
’—\—SH proethy
| \\S Thioformyl C=S
’—\:S 2-Thioacetaldehyde CC=S
O
|—< Carboxylic acid C(=0)0
OH
O
}_< Ethanone C(=0)C
}—( 1-Ethenol C(=C)0
OH
}—< Prop-1-en-2-yl C(=C)C
O
|—< Carboxamide C(=0O)N
N




I

M
}_< 1-Ethanimine C(=N)C
}—g 1-Ethenamine C(=C)N
MNH 5
S
}—{ Carbodithioic acid C(=S)S
SH
S
}_< 1-Ethanethione C(=S)C
}—( 1-Ethenethiol C(=C)S
SH
}—<:> Cyclohexyl c1cccccl
/ \‘ Phenyl clcccccl
D -
}*Q—> 2-Tetrahydropyran C10CCCC1
O
@ 3-Tetrahydropyran C1COCCC1
*,
O 4-Tetrahydropyran Clccoccl
N L
F—N 1-Piperidine N1CCCCCl




H
N— .
w 2-Piperidine CINCCCC1
H
N L
@ 3-Piperidine C1CNCCC1
Y
NH 4-Piperidine C1CCNCC1
S_
}_Q 2-Tetrahydrothiopyran C1SCCCCl
S
}—Q 3-Tetrahydrothiopyran ClCsCcCcl
AN
ot 4-Tetrahydrothiopyran ClCcsccl
D_
}—Q 2-2H-Pyran C10C=CC=C1
O
}—@ 3-2H-Pyran C1=CC=COoC1
7 *,
(. 4-2H-Pyran Cl=CCOC=C1
N_
}—<—\> Pyrid-2-yl clnccecl




\ / Pyrid-3-yl clcncccl
AN .
N Pyrid-4-yl clcecnccl
S_
}—Q 2-2H-Thiopyran C1sC=Ccc=C1l

S
}—@ 3-2H-Thiopyran C1=CC=CSC1

7N -

S 4-2H-Thiopyran Cl=CCsC=C1
}—Q Cyclopentyl c1iccccl
}_@ Cyclopenta-1,3-dienyl Cl=CC=CC1l
M 7 1-Pyrrolidine N1CCCC1

H

N -
}_@ 2-Pyrrolidine C1NCCC1
}—C/”H 3-Pyrrolidine C1CNCCl




O
}—Q 2-Tetrahydrofuran C10CCC1
}_C/‘:‘ 3-Tetrahydrofuran c1coccl
s
}—Q 2-Tetrahydrothiophene c1scccl
}_C/S 3-Tetrahydrothiophene ClCsccl
N7 1-1H-Pyrrole N1C=CC=C1
H
N
}_U 2-1H-Pyrrole Cl1=CC=CN1
}—C/”H 3-1H-Pyrrole C1=CNC=C1
O
}—@ Fur-2-yl C1=CC=C01
}—@ Fur-3-yl C1=CcoCc=C1
S
}—U Thiene-2-yl C1=CC=CS1




1H-Inden-5-yl

clcc2C=CCc2ccl

}—CS Thiene-3-yl C1=CSC=C1
I@ 2-Decahydronaphthalen-2-yl clccacccececeaccel
é@ 1-Decahydronaphthalen-1-yl ClCcccacceececiz
I =
| 2-Naphthalen-2-yl clccc2cccec2cl
-__f_f"
| T 1-Naphthalen-1-yl Cc2cccclcccccl?
-__f_f’
’—CQ Octahydro-1H-inden-5-yl c1cc2cccc2cec
5:0 Octahydro-1H-inden-4-yl C1CCCC2CCCC12
}—G\A/[ Octahydro-1H-inden-2-yl C1CC2CCCCC2Cl
&/\;‘ Octahydro-1H-inden-1-yl clcccaccecececaz
-_fff-
o




= 1H-Inden-4-yl clcccc2CC=Ccl2
H\H\a.
Hxh\u_
| 1H-Inden-2-y! Cl=Cc2ccccc2Cl
-__f_f"
1H-Inden-1-yl C2C=Cclcccccl?2




	Alifatic

