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ESI+: 667.2
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0_O__CHs ESL+: 8734
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ESI+: 233.0

[M+Na]+
7 7

ESI+: 4213
8 8
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ESI+: 1117.7

NMR (100°C): 0.48-0.68 (4H,
m), 0.77 (3H, br d), 1.07 (3H, br
d), 1.35-1.43 (1H, m), 1.66-1.77
(3H, m), 1.87 (1H, br d), 1.89-
1.97 (1H, m), 1.98-2.10 (3H, m),
2.01 (3H, d), 2.10-2.21 (1H, m),
2.45 (3H, 5), 2.50-2.59 (1H, m),
3.06 (14, dd), 3.13 (1H, d), 3.35-
3.45 (2H, m), 3.57-3.64 (1H, m),
3.65-3.75 (3H, m), 3.75-3.79
(1H, m), 3.80-3.90 (3H, m), 4.16
(1H, dd), 4.35 (1H, br s), 4.41-
4.48 (1H, m), 4.48-4.56 (1H, m),
478-4.84 (2H, m), 4.84-4.95
(1H, m), 5.13 (IH, br s), 5.17-
5.24 (1H, m), 5.24-5.31 (2H, m),
6.82 (2H, d), 7.30 (1H, d), 7.38-
7.44 (4H, m), 7.44-7.48 (2H, m),
7.61 (2H, br d), 8.00 (1H, br d),
8.43 (1H, br s), 8.88 (1H, s),
12.75 (1H, brs)

Br

14 14
Cl

IZ

ESI-: 275.8, 277.8,279.8

Br
15 15

Cl

F

HQ

N
H

Br
(0]

‘ ct
RU/XIE

4

ESI+: 292.9, 294.9, 296.9
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ESI+: 491.1, 493.1, 495.1
Hs
H3C%CH3
°
f
N
Br. X
Cl N¢LC|

ESI+: 557.2,559.2, 561.2

17 | 17
Br. N /@
c N“ O
F
{/H; ESI+: 659.3, 661.3
18 | 18
Oooooo
ESL+: 621.4, 623.4
19 | 19
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BHALEY DATA | HhRFBERMEM : P)
e RIS (major isomer D) 1Y = HPLC 434744k
Hs :iﬂa ESI+: | 96 : 1 (HPLC)
HsC.J CH; H3C | CH3 L
% 9773
62% | DTS
3 3 Retention time
10.39 (M isomer)
12.36 (P isomer)
ESH+: | 4.4 :1(NMR)
977.4
83%
3-1 3-1
ESI+: | 4.5:1(HPLC)
971.3 4.4 : 1 (NMR)
9% | SHT&MA1
3.9 30 Retention time
10.52 (M isomer)
12.48 (P isomer)
ESI+: 5.0 : 1 (HPLC)
9773 4.9 : 1 NMR)
91% | oWkl
Retention time
33 33 _
10.63 (M isomer)
12.55 (P isomer)
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Hy Hq ESH+: | 63 : 1(HPLC)
H“C‘I’CH“ B GV 9773 | 65:1(NMR)
o o . S
X X 96% | AT LRME 1
@ O O @ Retention time
34134 A 10.62 (M isomer)
12.54 (P isomer)
H ESI+: 58 : 1 (HPLC
Ha HaC CH, (HPLC)
HiC] CH, o 977.7
° X U% | SHALE2
@ Retention time
20 | 20 12.01 (M isomer)
12.35 (P isomer)
ESI+: 8.5 : 1 (HPLC)
1017.8
3% | DHrS5HF3
21 21 Retention time
21.65 (M isomer)
22.03 (P isomer)
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ESI+: | 13:1(HPLC)
863.6 '
59% | oHrd&iE4

2 | 29 Retention time
13.30 (M isomer)
13.64 (P isomer)

ESI+: | 8.2: 1 (% T HFEHIAT,
1017.8 | HPLC)
>99: 1 (b 7 LREHRA,
HPLC)

B2 9% | HH4MHS
Retention time
17.3¢ (M isomer)
17.92 (P isomer)

ESI+: |1:1.7(HPLC)

9776 |1:1.5NMR)

84% | TRt 1
Retention time

24 | 3-1 11.54 (P isomer)

12.08 (M isomer)
ESI+: | 4.5:1(HPLC)
937.6 |4.7:1(NMR)
78% | T3

Retention time

21.22 (M isomer)

22.49 (P isomer)

25 | 3-3
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ESH: |2.1:1(HPLC)
967.8 2.0 : 1 (NMR)
55% | ST 6
26 | 3-3 Retention time
5.67 (P isomer)
5.80 (M isomer)
ESI+: 1.6 : 1 (HPLC)
1017.9 | 1.3 : 1 (NMR)
DHTEAE T
27 | 3-3 23% Retention time
12.14 (M isomer)
13.68 (P isomer)
ESI+: 2.5 : 1 (NMR)
939.8
70%
28 | 3-3
ESI+: 32 :1(NMR)
813.4
71%
29 | 3-3
ESI+: 3.6 : 1 (NMR)
853.4
91%
30 | 33
ESI+: | 1.6 : 1 (HPLC)
695.4
88% | 43HTSRM:6
31 | 33 Retention time
5.36 (P isomer)
5.40 (M isomer)
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ESI+: | 7.9 : 1 NMR)
925.7
51%
32 | 33
ESI+: 4.0 : 1 (NMR)
964.6
78%
33 | 3-3
ESI+: 15: 1 (HPLC)
891.6
63% TS 8
34 | 34 Retention time
27.05 (M isomer)
28.53 (P isomer)
oooooa
oooao
e | s HERALAEY DATA | BIRFRIRMEM : P)
X n
Y (major isomer D) 1y & HPLC 43#7 414
ESI+: | 3.5:1(HPLC)
9817 |3.4:1(NMR)
80.9% | mHT&ft o
35 35 .
Retention time
45.6 (M isomer)
51.1 (P isomer)
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ESI+: 652.9, 654.9
36 | 36

ESI+: 755.3,757.3
37 | 37

ESI+: 669.5, 671.5
38 | 38
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