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S1. *H-NMR spectrum of 1 (300 MHz, Acetone-ds + D,0)
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S2: **C-NMR spectrum of 1 (150 MHz, Acetone-dg + D,0)
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[ Mass Spectrum 1]

Data : FAB-H@92 Date : 13-Dec-2813 15:48
Sample: MF-1
Note : m-NBA
Inlet : Direct Ion Mode : FAB-
Spectrum Type : Normal Ion {MF-Linear]
RT : 1.67 min Scan# : (18,13)
BP : msz 153.08008 Int. : 372.68B
Qutput msz range : 9.5688 to 380.2126 Cut Level : 8.88 %
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S3: FAB-MS spectrum of 1
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S4: *H-NMR spectrum of 2 (300 MHz, Acetone-ds + D,0)
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S5: B3C-NMR spectrum of 2 (150 MHz, Acetone-dg + D,0)



110

120

130

-140

=170

~180

190

210

L]
L] .
"o
L] el
. .
L] ™o .
" 0 4§ "
. .
L] "
y 1
.
T T T T T T T T T T T T T T T T T T T T T T T T T T
8.4 8.0 76 72 6.8 6.4 6.0 5.6 52 48 44 40 3.6
12 (ppm)

S6: HMBC spectrum of 2 (150 MHz, Acetone-ds + D,0)
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[ Mass Spectrum 1]

Data : FAB-HGEB3 Date : 13-Dec-2013 15:29

Sample: MF-2 ’

Note : m-NBR R

Inlet : Direct Ion Mode : FAB-

Spectrum Type : Normal Ion [MF-Linear]

RT : B.17 min Scan# : (1,4)

BP : ms/z 153.0000 Int. : 66.43

‘Output msz range : 9.5@94 to 34@.1919 Cut Level : @.88 %
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S7: FAB-MS spectrum of 2
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S8: 'H-NMR spectrum of 3 (300 MHz, DMSO-dg + D,0)
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S9: C-NMR spectrum of 3 (150 MHz, DMSO-ds + D,0)
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[ Mass Spectrum ]

Data : FAB-HB86 Date : 13-Dec-2@13 15:31
Sample: MF-3 ' .
Note. : m-NBR

Inlet : Direct Ion Mode : FRB-

Spectrum Type : Normal Ion [MF-Linear]

RT : B.17 min Scan# : (1,3)

BP : msz 153.0000 Int. : 754.68

Output m7z range : 7.163@ to 440.2P4@ Cut Level : 0.00 %
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S10: FAB-MS spectrum of 3
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S11: *H-NMR spectrum of 4 (300 MHz, DMSO-ds + D,0)
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S12: C-NMR spectrum of 4 (150 MHz, DMSO-ds + D-O )
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[ Mas

s Spectrum ]

Data : FAB-H@B4 Date : 13-Dec-2@13 15:26
Sample: MF-4
Note : m-NBR
Intet : Direct Ion Mode : FRAB-
Spectrum Type : Normal Ion [MF-Linear]
RT : B8.34 min Scan# : (1,5)
BP : ms/z 153.08e8 Int. : 497.082
Output msz range : B.3176 to 50@.5317 Cut Level 2.00 x%
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S13: FAB-MS spectrum of 4
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S14: *H-NMR spectrum of 5 (600 MHz, Acetone-dg + D,0)
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S15: **C-NMR spectrum of 5 (150 MHz, Acetone-dg + D-0)
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[ Mass Spectrum ]
Data : FAB-H@89
Sample: MF-5
Note : m-NBR
Inlet : Direct

Spectrum Type :

RT : 8.67 min
BP : mrsz 25.0000

Output m7z range :
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S16: FAB-MS spectrum of 5
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S18: **C-NMR spectrum of 6 (150 MHz, Acetone-dg + D-0)
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[ Mass Spectrum ]

Data : FAB-HBS@ Date : 13-Dec-2013 15:4@
Sample: MF-6 :
Note : m-NBR .
Inlet : Direct Ion Mode : FAB-
Spectrum Type : Normal Ion [MF-Linear]
RT : B.34 min Scan¥ : (2,4)
BP : ms/z 153.8800 Int. : 218.57
‘Output m/z range : 10.4298 to 3@@.1143 Cut Level : 9.8 %
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S19: FAB-MS spectrum of 6
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S20: *H-NMR spectrum of 7 (300 MHz, Acetone-dg + D,0)
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S21: **C-NMR spectrum of 7 (150 MHz, Acetone-dg + D-0)
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[ Mass Spectrum 1

Data : FAB-H@31 Date :
Sample: MF-7 . '

Note : m-NBA

Inlet : Direct

Spectrum Type : Normal Ion [MF-Linear]

RT : B.17 min Scan# : (2,3)
BP : msz 153.0000 Int. 164.93
‘Output m/z range : 9.8768 to 32@.1955
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S22: FAB-MS spectrum of 7
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$23: *H-NMR spectrum of 8 (300 MHz, Acetone-dg + D,0)

25



¥99'8¢
£62'8¢
126'8¢e

0S06T
8.1'6¢
L0€'62
SEV' 62

29¢ 0v—

2y 99—

852°8.—

8G0°€6—

92¢’10 _.\
05050 1=
852'60 I~
2192y

eS8l I —
186702 1 —

6S6°¢E | —

005" I¥ I~
SOF b I~
918’Sy | —
g6’ Ly |1

GeEVS I —

11 (ppm)
3C-NMR spectrum of 8 (150 MHz, Acetone-dg + D,0)

S24

26



[ Mass Spectrum ]

Data : FAB-H@88 Date : 13-Dec-2@13 15:35
Sample: MF-8
Note : m-NBR
Inlet : Direct Ion Mode : FRAB-
Spectrum Type : Normal Ion [MF-Linear]
RT : B.17 min Scan# : (1,4)
BP : msz 153.0088@ Int. : 339.78
Output m/z range : 9.5896 to 340.8582 Cut Level : B.28 %
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S25: FAB-MS spectrum of 8
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$26: *H-NMR spectrum of 9 (300 MHz, DMSO-ds + D,0)
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$27: **C-NMR spectrum of 9 (150 MHz, DMSO-d; + D,0)
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[ Mass Spectrum ]

Data : FAB-HB@BS Date : 13-Dec-2@813 15:29
Sample: MF-3
Note : m-NBAR ; .
Inlet : Direct Ion Mode : FAB-
Spectrum Type : Normal Icn [MF-Linear]
RT : 8.17 min Scan# : (1,3)
BP : mrsz 153.0000 Int. : 358.56
Output m/z range : 10.980@ to 55@.3116 Cut Level : 8.88 %
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S28: FAB-MS spectrum of 9
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