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Rotatable bond SMARTS pattern
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1]=[C:2])!@;-[0:3] " [CHO:4]
1]=[C:2]([N])!@;-[0:3]7[C:4]
|=[C:2)!@;-[0:3]7[C:4]
J=[C:2]!@5-[0:3]7[19#1:4]
):1[0:2]!@5-[e:3]"[*:4]
):1][0:2]!@;-[CX3:3][*:4]
):1[0:2]1@s|
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2)1@;-
1][0:
1][0:
1][0:2)1@;-[CH1:3][H:4]
0:

1
1]=[C:
C=0 2
C=0 2
C=0 2
C=0):1][0:2]!@;-[CH2:3]"[C:4]
1][CX4H1:2]!@;-[0:3][CX4:4]
1][CH2:2]1@;-[0:3][CX4:4]
1][CX4:2]1@;-[0:3][$(|CX3] (=[10])):4]
1][CX4:2)!@;-[0:3][CX4:4]
1][CX4:2]1Q;-[0:3][CX4:4]
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cHO:1]]
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[ [cH1])!
[ 2]([cHO])!
[ c:2]([cHO])
[ c:2]([cH1])!
[ c:2]([cHO))!
[ c:2]([cHO])!
[ c:2]([cHO])!
[cHO:1][c:2]([cHO])!@
[cH:1][c:2]([cH])!@ [O 3 (C([F])([F])[FDA}
[cHO:1][c:2]([cHO])!@;-[O:3] [CX4HO0:4]
[a:1][c:2]([a])!@;-[O: 3] [CX4HO0:4]

[cH1,n:1 3][CRH1:4]
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[a:
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][c:2]!@;-[O:
cH1,n:1][c:2]!@;-[0:3][CH1:4]

nX2H0:1]c: 2]([cHO])'@, [0:3][CX4H0:4]
cHO:1][e:2]([nX2])!@;-[0:3][C:4]
nX2:1][e:2]([nX2])!@;-[0:3][C:4]
nX2:1][e:2)([nX3])!@:-[0:3][C:4]
cH1:1][e:2]([nX3])!@;-[0:3][C:4]
cH1:1][e:2]([nX2])!@;-[0:3][C:4]
$([cHOJ([CX3])):1][c:2]([cH1))!@:-[O:3][C:4]
cH1:1][e:2](cO)!1@;-[0:3][C:4]
$(c0):1][¢:2)(c0)!@;-[0:3][C:4]
cHO:1][e:2]([cHO])!@:-[0:3][C:4]
cHO:1][e:2]([cH1])!@:-[0:3][C:4]
cH1:1][e:2]([cH1])!@:-[0:3][C:4]
1][¢:2]!@;-[O: 3][CX3HO 4]

aH0:1][c:2]1@;-[0X2:3][1#1:4]
1941:1)[CXAF0:2]1@;-[OX 2:3][141:4]
H:1)[CX4H1:2)1@;-[0X2:3][1441:4]
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C:1][CX4H2:2)!@;-[0X2:3][c:4]
1][CX4H2:2]!@;-[0X2:3][C:4]
1][CX4H2:2]!@;-[0X2:3][C:4]
1][CX4H2:2]!@;-[0X2:3][c:4]
1#1:1][CX4H2:2]!@;-[0X2:3][c:4]
1#1:1][CX4H2:2]!@;-[0X2:3][C:4]
c:1][CX4H2:2]!@;-[OX2:3][!1#1:4]
C:1][CX4H2:2]1@;-[0X2:3][14:1:4]
14:1:1][CXAH2:2)1@;-[0X2:3][141:4]
141:1] [CX4:2]1@;-[OX2:3] 14 1:4]

$([CX3]=0):1][NX3H0:2] (C)!@;-[CX4H2:3][C:4]
§([CX3]=0)1] [NX3H1:2)!a - [CX4H2:3][C-4
$(S(=0)(=0)):1][NX3H0:2)!@;-[CXAH2:3] 14 1:4]
$(S(=0)(=0)):1][NX3H1:2]!@;-[CX4H2:3][1#1:4]
$(S(=0)(=0)):1][NX3H0:2]! ;—[CX4H1 3][H:4]
$(S(=0)(=0)):1][NX3H1:2]!@;-[CX4H1:3][H:4]
$(S(=0)(=0)):1][NH1:2]!@;- [C 3][nX2:4]
$(S(=0)(=0)):1][NHO0:2]!1@;-[c:3] ([cH1]) [cH1:4]
$(S(=0)(=0)):1][NH1:2]1@;-[c:3] ([cH1]) [cH1:4]
$(S(=0)(=0)):1][NHO0:2]!1@;-[c:3] ([cH1]) [cHO:4]
$(S(=0)(=0)):1][NH1:2]!@;-[c:3] ([cH1])[cHO:4]
$(S(=0)(=0)):1][NHO0:2]!@;-[c:3] ([cHO])[cHO:4]
$(S(=0)(=0)):1][NH1:2]!@;-[c:3]([cHO])[cHO:4]
$(S(=0)(=0)):1][N:2]!@;-[c:3][a:4]
0O-:1][N+:2](=0)!@;-[c:3]([cH,nX2HO0])[cH,nX2H0:4]
0-:1][N+:2](=0)!@;-[c:3]([cHO] ) [cH,nX2HO0:4]
0-:1][N+:2](=0)!@;-[c:3]([cHO] ) [cHO:4]
O-:1][N+:2](=0)!@;-[c:3][a:4]
cHO:1][c:2]([cHO])!@;-[NX3H1:3][C,c:4]("[N,n]...
cHO:1][c:2]([cH1])!@;-[NX3H1:3][C,c:4]("[N,n]...
cHO:1][c:2]([nX2H0])!@;-[NX3H1:3][C,c:4] (T[N,
cH1:1][c:2]([cH1])!@;-[NX3H1:3][C,c:4] (" [N,n]
nX2H0:1][c:2]([nX2H0])!@;-[NX3H1:3][C,c:4]("[...
nX2H0:1][c:2]([nX3H1])!@;-[NX3H1:3][C,c:4]("[...

a:1][a:2]!@;-[NH1:3][C,c:4] ("[N,n]) ("[N,n])
CA1)[NH:2)1@[C:3] (= [NH2:4]) [NH2]
NH2][C:1](=[NH2])[NH:2]!@;-[CH2:3][C:4]
a:1][c:2]1@;-[NX2:3]=[$(C([NX3])n):4]

nX2:1][c: 2]'@ [NX2:3]=[$(C([NX3])N):4]
cHO:1][c:2]1@;-[NX2:3]=[$(C(INX3])N):4]
F1:1][e:2]1@;- [NX2:3] =[$(C(INX3])N) 4]
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1]=[C:2]([NH1])!@;-[NX3H1:3](C=0)[H:4]
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0:1]=[C:2]!@;-[NX3H1:3]
0:1 ] [C:2
) NX3H1:2)!@;-
NX3HO0:2]!@
NX3HO0:2]!

[
2l
2l
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2l
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NX3H0:2]!@
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oNoNoNoNONe!
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NX3H1:2]1@;-
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NX3H1:2]!
NX3H0:2]!

Y

1@;-[NX3:3](C=

[ ]
;-[CX3:3]
@;-[CX3:3]
;-[CX3:3]
i-[CX3:3] ]
@;-[CX3:3]=[*HO0:4]
~[CX3H1:3]
]

1][NX3H0:2]!@;-[CX4H2:3][$
[OX4H2:3][$([c] ([cH,nX2...

(C=0)[H:4]
O)[*:4]

CX3:3]=[NX2:4]
=[*H0:4]
=[*H1:4]
=[*H2:4]
=[*H1:4
[*:
[*:

4]
[CX3H1:3]=[*:4]
([e)([cH
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(
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4£1:4]
4£1:4]

CX4HO0:3

1

1 Jl@s-| Il
il e | I
1)[ J'@;-[CX4H1:3][H:4]
1] [NX3H1:2]1@;- [CXAH1:3][H:4]
:1][NX3HO0:2]!@;-| |[C:4]
1][NX3H1:2)!@;-[CX4H0:3][C:4]
1) [NX3:2]1@;-[141:3][1#1:4]
(INX3H1]),$([NX3H2])])[NX3H1]):1]...
(INX3H1]),$([NX3H2])])[NX3H1]):1]...
|[NX3H1:2]!@;-[$([a]([nHO,0])):3]...
(INX3H1]),$([NX3H2))])[NX3H1]):1]...
JINX3H1:2]!@;-[c:3]([cH]) [nX2HO0:4]
:1][NX3HO0:2]!@;-[c:3] ([s,0] ) [m:4]
:1)[NX3H1:2)!@;-[c:3]([s,0] ) [n:4]

o>> 1INX3:2010; fas3](s) 4]
1][NX3:2]!@;-[a:3] [nH:4]

1] [NX3H1:2]1@;-[c:3] ([cHO]CL) [cH:4]

1] [NX3H1:2]1@;- [c:3] ([cHO]F) [cH:4]
:1][NX3:2)1@;-[$([a)([cH1])):3][$([aHO]...
1)[NX3:2]!@;- [a 3][aHO 4]
:1)[NX3H1:2 ]([cHl
1
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NX3HO0: 2]'@ cH1])[cH1:4]
NX3HO0: 2]'@ cHO))[cH:4]
NX3H1:2]!@ cHO]) [cH:4]
NX3H0:2]!@ cHO]) [cHO:4]
NX3H1: 2]v@ cHO])[cHO:4]
([$(INX3H1] $[NX3H IN'Q;-[$(]...
- IS(NX3](e(mH1)):3] (4]
1@;-[$([NX3](c([nX2HO0]) ([nX2HO))...
]

([$(INX3H1]C)])!@;-[NX3H1:3][!#1:4]
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Rotatable bond SMARTS pattern

Parameter
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0:1]=[C:2]([1$(INH1])])!@;- [NX3H1:3] ([H:4])[$...
S:1]=[C:2]([$(INX3H1]),$([NX3H2])])!@;-[$(]...
C:2)!@;-[NX3H0:3] ([a:4])[A]

]:

1]=[CX3:2] () @;- [NX3HO:3][1#:1:4]
1]=[CX3:2]1Q; [NXSHO 3)[141:4]
:1]=[CX3:2]!@;-[NX3H1:3][|#1:4]

Jl@
CHO:1])[NX3: 2]([CHO])!@;—[C:3][&:4}
CHO:1][NX3:2]([CH1])!@;-[c:3][a:4]
cH1,nX2H0:1][c:2]([cH1,nX2H0])!@;-[NX3&r:3] [*:4]

a:1][c:2]1@;- [NX3HL:3][$ ([CX4&1] ([Cix] ) ([Cit] ..
cH1:1][c:2)([cH1])1@;-[NX3:3] [CX4:4]
cHO:1][c:2]([cH, nX2HO])'@, [NX3H1:3][CX4:4]
cHO:1][c:2)([cH,nX2H0])!@;- [NX3H0:3][CX4:4]
cHO:1][c:2)([cHO])!@;-[NX3:3] [CX4:4]

c11][e:2] (c) @3- [NX3: 3} [CX4:4]

0:1]=[CX3:2)!@;-[nX3:3] ([aH0:4]) ([aHO))

0:1]=[CX3:2]!@;-[nX3:3][aH1:4]
a:1][CX3:2](=S)!Q;-[NX3:3][a:4]

'#1 1][CX3:2](=8S)!@;-[NX3HO0:3|[!#1:4]

] ]
14£1:1][CX3:2] (=S)!@;- [NX3H1:3] [14£1:4]
1441:1][CH2:2]!@;-[n: 3} [cHO:4]
1941:1][CH2:2]1@;-[n:3] [a:4]

cHO:1][n:2]!@;- [CX3HO 3]7[3([n,N](-a)):4]
CX4:1][CX4H2:2]!@;-[NX3:3][CX4:4]
C:1][CX4H2:2])!@;-[NX3:3][C:4]
C:1][CX4:2]!@;-[NX3:3][C:4]

141:1)[CX4H2:2)!@;- [NX3H1:3][141:4]
14£1:1)[CX4H2:2)!@;-[NX3:3][141:4]
141:1)[CX4H1:2)!@;-[NX3:3][1#1:4]
14£1:1)[CX4:2)1@;- [NX3:3] [14£1:4]

[

1#1:1][$(S(=0)=0):2]!@;-[nX3:3]([aH1])[aH1:4]

cH1:1][e:2]([cH1])!@;-[NX3:3] [a:4]
cH1:1][c:2]([cHO])!@;-[NX3:3][a:4]
cHO:1][c:2]([cHO])!@;-[NX3:3][a:4]

cHO:1][a:2]!@;- [NX3HO 3][8([CX3]=0):4]
cHO:1][a:2]!@;-[NX3H1:3][$([CX3]=0):4]
nX2HO0:1][a:2]([nX2H0])!@;-[NX3H0:3][$([CX3]=0...
nX2HO0:1][$(a([!nX2HO0])([nX2H0])!@;-[NX3H1]):2...
nX2H0:1][2:2]!@;-[NX3H1:3][$([CX3]=0):4]
a:1][a:2)!@;- [NX3H1 3][$([CX3]=0):4]
a:1][a:2)1@;-[NX3:3][CX4HO0:4]
a:1][a:2]1@;-[NX3:3][|#1:4]
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Rotatable bond SMARTS pattern

Parameter
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199
200
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1#1:1][$(S(=0)=0):2]!@;-[nX3:3][aH0:4]
c:1][S:2)(=0)(=0)!@;-[NX2H0-:3]-[*:4]
:1][$(S(=0)=0):2]!@;-[NX3H0&:3][*:4]
(S(=0)=0):2)!@;-[NX3H1:3]|[c:4]
(S(=0)=0):2]!@;-[NX3HO0:3
(=0)=0)2]
(=0)=0):2]
(=0)=0):2]
(=0)=0):2]
):2]!@;-[NX3H1:3][C:4]
):2]1@;-[NX3HO:3] [C:4]
(=0)=0):2]1@;- [NX3H1:3][*4]
(=0)=0):2]1@;- [NX3HO:3][*4]
CX3:2)1@:-[SX2:3][1#1:4]
@;-[SX2:3][!#1:4]
@;-[SX3:3][!#1:4]
191:1][CX4:2]1Q;- [SX3:3] 14 1:4]
Q- Il
]

[
[
[
[C:1
[C:1
[
[
[
[
[
[
[*:
[*:
[
[
[
[
[14£1:1][CX3:2]!@;-[SX4:3] [14£1:4]
[
[
[
[
[
[
[
[
[
[
[
[
[
[
[
[
[

0
0
-[NX3H1:3]
- [NX3HO0:3]

C:
C: J[c:4]
c: Q [C:4]
c: Q [C:4]
e @3- [NX3H1:3][c:4]
c: Q@ [c:4
Q ]

]

[$
[
8(S
8(S
8(S
$

]
]
[
[
[
[$(S -[NX3HO:3][c:4]
C:1][8(S(=0)=0
C:1][8(S(=0)=0
*1][8(S
*1][8(S
L] ]
1#1:1][CX4:2]!
1#1:1][CX3:2]!
Il ]
]

H:1][CX4H1:2]1@;-[SX4:3][141:4]
|

1#1:1][CX4:2)!@;-[SX4:3][!#1:4]
aH1:1][c:2]([aH1))!@;-[SX2:3][1#1:4]
aH1:1][c:2]([aHO0])!@;-[SX2:3][*R:4]
aH1:1][c:2]([aHO0))!@;-[SX2:3][1#1:4]
aHO0:1][c:2]([aHO0])!@;-[SX2:3][1#1:4]
1#£1:1][c:2]'@;-[SX2:3][!#£1:4]
1#£1:1][c:2]'@;-[SX3:3][!#1:4]
aH1:1][c:2]([aH1))!@;-[SX4:3][1#1:4]
aHO0:1][c:2]([aH1])!@;-[SX4:3][1#41:4]
aHO0:1][c:2]([aHO0])!@;-[SX4:3][1#1:4]

0:1]= [CX3:2] ([NH1] )!@-[CH2:3] [CX3:4]=0
0:1]=[CX3:2]([NH1])!@;-[CH2:3][C:4]
$((CX8] ((C]) ([H):1]=[CX3:2) [C] s [CH2:3]..
$([CX3)([C)([H])) 1] =[CX3:2) (H])1a;-[CH1:3]...
$([CX3)([C)([H])) 1] =[CX3:2) [H] 1 [CH2:3]...
N:1][C:2](=0)!@;-[CX4H2:3][CX4H2:4]
N[C:2](=[0:1])!@;-[CH2:3][N:4]
[0:1]=[C:2]([0-])!@;-[CX4H1:3] [H:4]
[CX3H2:1]= [CX3:2]!@;—[CX3:3}:[C:4]
[CX3:1]=[CX3:2]!Q:-[CH2:3][0X2:4]
[CX3:1]=[CX3:2]!@;-[CH1:3](C)[C:4]
[CX3:1]=[CX3:2]!@;-[CH2:3][C:4]
[CX3:1]=[CX3:2]!@;-[CH2:3][c:4]
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Rotatable bond SMARTS pattern

Parameter

210
211
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213
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218
219
220
221
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224
225
226
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228
229
230
231
232
233
234
235
236
237
238
239
240
241
242
243
244
245
246
247
248
249
250
251

CX3:1]=[CX3:2])!@;-[CH2:3][!#1:4]

0:1]=[CX3:2)!@;-[CX3:3]=[0:4]
CX3R:1]=[CX3R:2]!@;-[CX3:3]=[CX3:4]

CX3H0:1]=[CX3H0:2]!@;-[CX3:3]=[CX3HO0:4]
CX3H0:1]=[CX3H0:2]!Q;-[CX3H0:3]=[CX3:4]
CX3H0:1]=[CX3:2]!@;-[CX3H0:3]=[CX3:4]
CX3H0:1)=[CX3H0:2]!@;-[CX3:3]=[CX3:4]

CX3 1]=[CX3:2]1@:-[CX3:3]=[CX3:4]
- 9:1]°[C"2:9] (1H])16:-[C"2:3] [+ 2:4]
2:1]7[C"2:2)!@;-[C"2:3]7[*"2:4]

0:1]:[0){3:2]!@ [CX4&r3:3)Q[141:4]
0:1]=[CX3:2]!@:-[CXAH1&13:3][H:4]
0X2:1][CX4H2:2)!@;-[CX4H2:3] [N&r:4]
0X2:1][CX4H2:2]!@;-[CX4H2:3][N:4]
0X2:1][CX4:2]1@;-[CX4:3][N:4]
0X2:1][CX4H2:2]!1@;-[CX4H2:3][0X2:4]
0X2:1][CX4:2]!@;-[CX4:3][0X2:4]
1#1:1])[CX4&r:2]1Q;- [CX4&r: 3] [1#1:4]
1#1:1][CX4H2:2]!Q;-[CX4H2:3][!#1:4]
1#£1:1][CX4:2]!@Q;-[CX4:3] [I#1:4]

]

1]

OH1:1][CX4:2]!@;-[CX3:3]=[0:4]
NH1:1][CX4:2]!@;-[CX3:3]=[0:4]
[CX4:2]1@;-[CX3:3]=]0:4]
[CX4:2]!@;-[CX3:3]=[0:4]
[CX4H2:2])!@;-[CX3:3]=[0:4]
1][CX4H2:2]!@;-[CX3:3]=[0:4]
1#1:1][CX4H2:2]!@;-[CX3:3]=[0:4]
c:1][CX4:2]!Q;-[CX3:3]=[0:4]
C:1][CX4:2]!@;-[CX3:3]=[0:4]
1#1:1][CX4:2]!@;-[CX3:3]=[0:4]
c:1][CX4:2]!@Q;-[CX3:3][C:4]
C:1][CX4:2]!@;-[CX3:3][c:4]
¢:1][CX4:2]!@;-[CX3:3][c:4]
C:1][CX4:2]!@;-[CX3:3][C:4]

141:1][CX4:2)1@;- [CX3HO:3][141:4]
H:1][CX4H1:2]1@;-[CX3:3][!#1:4]
1#1:1][CX4H2:2]!@;-[CX3:3][!1#1:4]
$([cHOJ([$([NX3H2]),$([NX3H1])])):1][a:2]!@;-...
nHO0:1][c&r6:2]([nHO])!@;-[c&r6:3] ([nHO] ) [nHO:4]
nHO&r6:1][c&r6:2] ([nHO&16])!Q;-[c&er6:3] ([cH1& ...

0:1]
N:1]
1]
c:1]]
|

0:1]=[CX3:2])(0)!@;-[CX3:3]([$([NH1,NH2,CH2))]...

0X2:1][CX4H2:2]!@;-[CX3:3]([$([NX3H1,NX3H2])]...

RN KN N = o= RN N RN NN RN e N RN NN N N = R
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Parameter

252
253
254
255
256
257
258
259
260
261
262
263
264
265
266
267
268
269
270
271
272
273
274
275
276
277
278
279
280
281
282
283
284
285
286
287
288
289
290
291
292
293

c:1][c:2])!@;-[c:3][$(c!@Qc):4]
cHO: 1] [c 2 1@;-[c:3]([cHO0:4
cHO:4

[ cHO
[

[cHO:4

[

[

cH1
cH1
cH1:4])|cH1
cH1:4])|cH1
[cH1:4])[cH1
c:2]!@;-[c:3][nX3H1:4]
:2]([ImX2H0])!@;-[c:3](['nX2HO0]) [nX

It D)[cHO]
=[e:3]( DlcH1]
=[e:3]( DlcH1]

1@;-[e:3]( DlcH1]
[e:3)( DlcH1]
[e:3]( DlcH1]

o

=

—
=

nX2HO0:1
nX2HO0:1][$
nX2HO0:1][$
1] [e:2]10;
cHO:1][c:2](

|

,—.,—.F.—.

c&ox6](c[OH])):2!
c:3|[s,0,nX3H1:4]
cHO])!@;-[c:3][nX2H0:4]
cHO:1][c:2]1@;-[c:3]([cHO]) [nX2H0:4]
1][c:2]!@;-[c:3]([cHO]) [nX2HO0:4]
1][c:2]([cHO0])!@;-[c:3] [nX2HO0:4]
cH1:1][c:2]!1@;-[c:3]([cH1]) [nX2HO0:4]
|[c&er5:2])!@;-[c&erb:3][c:4]
[c&16:2]!@;-[c&er5:3][c:4]
[c&16:2]!@;-[c&r6:3][cHO:4]
|[c&r6:2]!@;-[c&er6:3][c:4]
|[c:2]'@;-[c:3][c:4]

@;-[$([c&r6](c[O...

[
[
[
[
[
[
[
[
[
[
[
[
[
[
[
[c:
[c:
[
[c:
[c:
[c:
[c:
[c:
[
[cHO:1][c:2]1@;-[CX4HO:3][a:4]
[
[
[
[
[
[
[
[
[
[
[
[
[
[
[
[
[a:

nHO&r6:1][c&r6:2] ([nHO&16])!Q;-[c&r6:3] ([cH1& ...

c([nX2H0]) (a(a) (a))!@;-c[nX2HO]):2...
[

nX2&r6:1][cHO&r6:2] ([cH1&r6])!@Q;-[CX4H2:3][O!...

cHO:1][e:2]1@;-[CX4HO0:3][N,0,5:4]
CHO:1][¢:2]1@;-[CXAHO:3] [CX3:4]
cHO:1][c:2)!@;- [CXAHO0:3] [CX4:4]
CHO:1][c:2]!@:-[CX4HO:3][*:4]
cHO:1][c:2]!@;-[CXA4H2:3][a:4]
cHO:1][c:2]1@;-[CXA4H2:3][CX3:4]
cH1:1][c:2]([cH1])!@;-[CX4H2:3][$([CX4H1]C(=O...
cH1:1][c:2]([cH1])!@;-[CX4H2:3][CX4:4]
cHO:1][c:2]1@;-[CXAH2:3] [CX4:4]
cHO:1][c:2]!@;-[CX4H2:3][N,0,S:4]
cHO:1)[c:2]!1@;-[CX4H2:3|[1#1:4]
cHO:1][c:2]!@;-[CX4H1:3][a:4]
cHO:1][c:2]!@;-[CX4H1:3][CX4:4]
cHO:1][c:2)!@;- [CXAH1:3][CX3:4]
cH0:1][c:2]1@;-[CX4H1:3][N,0,8:4]
cHO:1][c:2]!@;-[CX4H1:3][H:4]

1][c:2)!@;- [CX4H0:3][a:4]

NN~ = NN DNDNDDNDDNDNDNDNRFE R = = = FHF FHF N DN NN R NN F F F FH DN F DD NN NN ND DD
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294
295
296
297
298
299
300
301
302
303
304
305
306
307
308
309
310
311
312
313
314
315
316
317
318
319
320
321
322
323
324
325
326
327
328
329
330
331
332
333
334
335

1][c:2)!@;-[CX4H0:3)[CX3:4]
J[c:2]1@;-[CXAH0:3] [CX4:4]
][e:2]1@;-[CX4H0:3][N,0:4]
J[c:2]1@;-[CX4H2:3][a:4]
J[e:2]1@;-[CX4H2:3)[CX3:4]
n,0,5:1][c: 2]'@ [CX4H2:3][0X4:4]

[a:

[a:

[a:

[a:

[a:

[

[a: 1][0 2)!@;-[CX4H2:3][!#1:4]
[a:1][c:2]!@;-[CX4H1:3][N,0:4]
[a:1][c:2]!@;-[CX4H1:3][a:4]
[a:1][c:2]!'@;-[CX4H1:3][H:4]

[nX2HO0: 1][0 2]!@;-[C:3](=[N:4])(-[NH1,NH2])
[a:1][c:2]1@;-[C:3] (=[$([N][CX4]):4]) ([$(N[CX4...
[a:1][c 2}'@, [C:3](=[$([NHO][CX4]):4])(-N)
[a:1][c:2)1@;-[C:3] (=[S ([N][!#£1]):4]) ([S(N(C) ...
[a:1][c:2)1@;-[C:3] (=[S ([N][!#£1]):4]) ([S(N(C) ...
[a:1][c:2]!'@;-[C:3](=[N:4])(-N)
[0:1]=[C:2]([O-])!@;-[c:3][$(aC(=0)(0)):4]
[0:1]=[C:2]([0O-)'@Q;-[c:3][nX3H1:4]
[0:1]=[C:2]([0O-)'@;-[c:3][nX2HO0:4]
[0:1]=[C:2]([O-))!@;-[c:3]([cHO] ) [cHO:4]
[0:1]=[C:2]([O-])'@;-[c:3]([cH1]) [$([cHO][NHL1,...
[0:1]=[C:2]([O-])'@;-[c:3]([cH1]) [cHO:4]
[0:1]=[C:2]([O-])!@;-[c:3]([cH1]) [cH1:4]
[0:1]=[C:2|([O-])!@;-[c:3][a:4]
[$([c]((NH1,NH2])):1][c:2]!@;-[CX3:3]([!O])=[O:4]
[$(a[OH1]):1][a:2]!@;-[CX3:3]([NX3H0,CX4HO,c])...
[$(a[NH1,NH2]):1][a:2]!@;-[CX3:3]([NX3H0,CX4HO...
[cHO:1][c:2]([cH1])!@Q;- [CXS 3](c)=[0:4]
[cH1:1][c:2]([cH1))!@;-[CX3:3](c)=[O:4]
[a:1][a:2]!@;-[CX3:3](a)=[0:4]
[$([cHO](=0)):1][c:2]([cH1])!@;-[CX3:3] ([NX3HL1...
[nHO&r6:1][c&r6:2]([cH1&r6])!@;-[C:3]([NH1,NH2...
[s:1][c:2]!@;-[C:3] ((NH1])=[O:4]
[$([cHO]C1):1][c:2]([cH1])!@;-[CX3:3]([NX3H1])...
[$([cHOJF):1][c:2]([cH1])!@;-[CX3:3]([NX3H1])=.
[$([cHO][OHO]):1][c: ]([CH1]) -[C:3)(= )[NH1~4]
[$([cHO][OH1]):1][c:2]([cH1])!@;-[C:3](=O)[NH1:4]
[cHO:1][c:2]([cH1])!@;-[CX3: 3]([NX3H1])—[ 4]
[cHO:1][c:2]([cH1])!@;-[CX3:3] ([NX3HO0])=[0:4]
[cH1:1][c:2]([cH1])!@;-[C:3]([NH1,NH2])=[O:4]

[a:1] [e:2]!@;-[C:3]([NHO])=[O:4]
[a:1][c:2]!1@;-[C:3]([NH1,NH2])=[O:4]

N = NN~ N~ NN~ = = D = =D DN NN DN DNDDNDNDNDDDDNDDNNDNFE NN NN - =
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336
337
338
339
340
341
342
343
344
345
346
347
348
349
350
351
352
353
354
355
356
357
358
359
360
361
362
363
364
365
366

s:1][c:2)([aX2,cH1])1@;-[CX3:3)(0)=[0:4]

s:1])[c:2)([aX2,cH1])1@;-[CX3:3]=[0:4]
§([cHOJ(F)):1] :2] ([eH1])!@:-[CX3:3]([O,N])=...
$([cHOJF):1][c:2]([cH1])!@;- [CX33] [0:4]
$([cHO](C1)):1][c:2] ([cH1])!@;-[CX3:3] ([CX3H]...
$([cHOJ(C)):1][e:2] ([cH1])!@;-[CX3H:3]=[0O:4]
$([cHOJ(C)):1][e:2] ([cH1])!@;-[CX3:3](0)=[0:4]
nX3H1:1][a:2]!@;-[CX3:3] = [o 4]

nX2H0:1][¢:2] ([cH1])!@;-[CX3H1:3]=[0:4]

nX2H0&r6:1][c&r6:2] ([c&r6])!@;-[CX3:3]([!0])=...

[

[

[

[

[

[

[

[

[

[
[nX2H0:1][a:2]([nX2H0])!@;-[CX3:3]=][0:4]
[$([cHOJ!@;-[*"2]):1][c:2]([cH1])!@Q[CX3:3]=[0:4]
[cHO:1][c:2]([cH1])!@;-[CX3:3]=[0:4]
[cHO:1][c:2]([cHO])!@;-[CX3:3]=[0:4]
[cH1:1][c:2]([cH1])!@;-[CX3:3]([CX3HO0])=[0:4]
[cH1:1][c:2]([cH1])!@;-[CX3:3]=[0:4]
[a:1][a:2]!@;-[CX3:3]=[0:4]
[cH1:1][c:2]([nX2])!@;-[CX3:3]=[NX3:4]
[cH1:1][c: 2]([nX3H1]) i-[CX3:3]=[NX2:4]
[cH1:1][c:2]([nX2])!@ [CX3 3]=[NX2:4]
[cH1:1][c:2]([$([cHO] [OHl])])!@;-[CX3:3}:[NX2:4]
[cH1:1][c:2]([cHO])!@;-[CX3x0:3]=[NX2:4]
[cH1:1][c:2]([cH1])!@;-[CX3:3]=[NX2:4]
[cHO:1][c:2]([cHO])!@;-[CX3!r:3]=[NX2!r:4]
[a:1][c:2])!@;-[CX3:3]=[CX3HO0:4]
[a:1][a:2]'@;-[CX3:3]=[CX3H2:4]
[a:1][a:2]!@;-[CX3:3]=[CX3H1:4]
[*:1][SX2:2]!@;-[SX2:3][*:4]

Sp2-sp2

sp2-sp3

sp3-sp3

L W NN DNDDNDNDDNDDNDNRFDNDRFDNDNDNDDNDFDNDNDNRFE NN = = NN
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