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S2. 'H-NMR spectrum of compound 2 (400 MHz, CD3COCD3)

©
&
&
o

|

In»l—l%l.l.lr [LSUE+US
H i
L.80E+08

—18.
5880
—3.9283
—2.04%
r12n
11043

~ <

[-L.70E+08
rL.60E+08
1.50E+08
[-1.40E+08
f i rL.30E+08
1.20E+08

1.10E+08

1.00E+08
F9.00E+07
8.00€+07
|7.00E+07
1 6.00€+07
: 5.008+07
F4.008+07
3.00+07

i 12.008+07

‘ !L F1.008+07

|

A : . . h 10.00E+00

-1.00E+07

0298
oo =
+ qzos 3

S2. *C-NMR spectra of compound 2 (100 MHz, CD3COCD3)
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3. 'H-NMR spectrum of compound 3 (400 MHz, CD3COCD3)
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S3. “C-NMR spectra of compound 3 (100 MHz, CD3;COCD3)
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S4. *H-NMR spectrum of compound 4 (400 MHz, CD3COCD3)

31 :E;EE ;f gﬁ $ :LE 65000

60000

55000

50000

45000

40000

35000

30000

25000

20000

15000

i -10000

| Jh | 5000
A W J‘ / u'g_JL S

15 14 13 12 1 10 9 8 7 6 5 4 3 2 1 0

S4. *C-NMR spectrum of compound 4 (100 MHz, CD;COCD3)
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S5. *H-NMR spectrum of compound 5 (400 MHz, CDCl5)
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S5. ¥C-NMR spectrum of compound 5 (100 MHz, CDCls)

a
ngzair | 1200000

1322

w

aL.42
9L
77.%
7708

30,
<28

94,92
93.96

£
o
B
N

— 14058
13103
1wz
11924
—1o71
— 102
980
7,
—19%

568
5647

(1100000
(1000000
(900000

[114.55 [777072.03]

[~800000

0O OH 1 (700000

600000

" Br [ 500000

H3COH,CO | 4 OCH,OCHj5

400000

(-300000

(200000

(100000

F-100000

210 200 180 180 170 160 150 140 130 120 110 100 90 80 70 60 50 40 30 20 10 0
. 1(ppm) g



S6. *H-NMR spectrum of compound 6 (400 MHz, CD3COCD3)
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6. *C-NMR spectrum of compound 6 (100 MHz, CD;COCD3)

I-1ZC 82,1
13C S &
T

5000000

— 16479
— 16156
— 1565
— 1385
— 1107
— 10733
—10B.36
—94.30
—3865
<200
s
—188

278

4500000

4000000

3500000

3000000

2500000

2000000

1500000

1-1000000

~-500000

T T T T T T T T T T T T T T T T T T T T T T
210 200 190 180 170 180 150 140 130 120 f%l([] )100 90 80 70 60 50 40 30 20 10 0
ppm



Yz rowial o
L¥122 in {rg @
~ ownon
@ @ o

N

S7. *H-NMR spectrum of compound 7 (400 MHz, CsDsN)
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S8. H-H COSY spectrum of compound 7 in CsDsN
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S8. HSQC spectrum of compound 7 in CsDsN
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S9. HMBC spectrum of compound 7 in CsDsN
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S9. TOF MS ES" spectrum of compound 7
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$10. *H-NMR spectrum of compound 7 (400 MHz, CD;0D)
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S10. “°C-NMR spectrum of compound 7 (100 MHz, CD3;0D)
a o
ita/ 2 HEE Bh 3583 52 gz o —n
e TBg  ¥e  @ean a8 53 Gaf A BRAAces
NI \Y N |1 [ | SS
19
18
a
, :
Pt | ! J
- Ll.. _ 1] |1 Llim T\]
100 °0 80 70 60 50 40 30 20 10

T T T T T T T T T T
230 220 210 200 190 180 170 160 150 140 130 120 110
1 (ppm

r8.0E+07

7.5E+07

[7.0E+07

[6.5E+07

[6.0E+07

[5.5E+07

F5.0E+07

F4.5E+07

r4.0E+07

3.56+07

F3.0E+07

F2.5E+07

F2.0E+07

FLSE+07

F1.OE+07

F5.0E+06

r0.0E+00

5.0E+06

6500000

6000000

5500000

5000000

4500000

4000000

[-3500000

3000000

2500000

2000000

1500000

-1000000

500000

r-500000




B i=zzproton
1m1-22 proton
chlorcfarm

S11. *H-NMR spectrum of compound 7 (400 MHz, CDCls)
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S12. MS ESI (-) spectra of compounds 4-6
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