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Figure S1. *H NMR spectrum for compound 1
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Figure S2. *C NMR spectrum for compound 1
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Figure S3. HSQC spectrum for compound 1
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Figure S5. *H-'H COSY spectrum for compound 1
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Figure S7. HR-ESIMS spectrum for compound 1
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Figure S9. *C NMR spectrum for compound 2

] o g ® TTON T« N
® ) ® NON® n n®mN~ o N ® ONNBLN
d oo d S8 ¢ o Q@ ORIl QatTaTa
] ~N © T MNNN o oN N oON®™M T 0O MmMO
- - - T T - - © o o [ ™ NNNNN ~
I \ =51 I NI N I = [ 0000
45000
[~40000
35000
[~ 30000
25000
20000
[~ 15000
| 110000
| 1!
I
[~ 5000
o
T T T T T T T T T T T T T T T T T T T T T T T o000
210 200 190 180 170 160 150 140 130 120 110 100 90 80 70 60 50 40 30 20 10 0 -10
1 (ppm)
Figure S10. HSQC spectrum for compound 2
= L 2
e *
— ) T
il 0 L]
= ° ’ 3
—3 [] 50
60
1100
— 4 110
- "
= L) H130
140
|
150
160
= 170
= 180
,
bt 8.5 4.

1 (ppo)



Figure S11. HMBC spectrum for compound 2
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Figure S13. HR-ESIMS spectrum for compound 2
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Figure S15. **C NMR spectrum for compound 3
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Figure S17. HMBC spectrum for compound 3
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Figure S18. HR-ESIMS spectrum for compound 3
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Figure S19. *H NMR spectrum for compound 4
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Figure S20. **C NMR spectrum for compound 4
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Figure S21. HSQC spectrum for compound 4
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Figure S22. HMBC spectrum for compound 4
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Figure S23. HR-ESIMS spectrum for compound 4
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Figure S25. **C NMR spectrum for compound 6
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Figure S26.
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Figure S32. HMBC spectrum for compound 8
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Figure S33. ESIMS spectrum for compound 8

Generic Display Report

Analysis Info
Analysis Name
Method
Sample Name
Comment

D:AD:

Default for Dicrect Infusion.m
scsio

_409-6-10B_neg.d

Acquisition Date

Operator
Instrument

5/26/2015 4:33:20 AM

bruker
amaZon SL

Intens.
x107
8

6
4

2 .
1129
;

24?.2 285.3312.4

n

635.2

“MS, 0.0-0.3min #(4-32)]

200 300

800 900 miz

Intens”
08
06
04

02

2492 27352853

35I3.5 || 37|9v3

“MS, 0.0-0.3min #(4-32)|

4991

350

450

500 mz

x108
8

N

4534

499.1

489.3
475.2 N

5163
T e

{0 o

6352

7362

-MS, 0.0-0.3min #(4-32)

787.2

il
450

550

Bruker Compass DataAnalysis 4.0

600

L es72
650

" printed:

Figure S34. *H NMR spectrum for compound 9

5/26/2015 4:38:09 AM

Page 10f 1

1 (ppo)




3800
3600

3400

[~3200

3000

[~ 2800

2600

2400

2200

2000

1800

[ 1600

[~ 1400

1200

[~ 1000

800

600

=400

200

_.vﬂ.o
vs80 V
898°0

6veTL —
908’}

Sve'L /
£88°L V
196°L

850°C \

(4:l a4

Ohh.N
GOF.N N
£08°C
861°€
LIS E

625" N
EPS'E

vy8s —

159°9 —
1689 —
6S2C°L —
CEV' L —
S69°L —
0L6"L —

D
je]
c
S
T O
Mp
£
o
o
L
(@)
Y—
£
>
S
=
5]
5]
o
)
o
>
Pz
@)
[e2]
—
To)
™
w
)
-
=]
2
LL

5
5

f 1E+05
[ 1E+05

= 1E+05

= 1E+05

90000

80000

70000

60000

50000

= 40000

30000

20000

10000

= -10000

L9k —

91z —
stvz -
1922 \
0z'62 \

£8'0€

8y'vy —
sLov -/

1299~
68'99

€00l —

6STLL —

59021 ~_
z912L
9z'5ZL

089€}
€0°6EL

SSPSL —

€889 —
L02CLL —

9L98) —

60

120 110 100 90
f1 (ppm)

30

140

150

160

170

180

190

200



Figure S36. HSQC spectrum for compound 9
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Figure S37. *H-'H COSY spectrum for compound 9
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Figure S38. HMBC spectrum for compound 9
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Figure S39. NOESY spectrum for compound 9
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Figure S40. HR-ESIMS spectrum for compound 9
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Analysis Info Acquisition Date 10/21/2015 8:03:47 AM
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Method LC_Direct Infusion_pos_100-1000mz.m Operator SCsIo
Sample Name xuxinya_409-6-8B_pos Instrument / Ser# maXis 29
Comment
Acquisition Parameter
Source Type ESI Ion Polarity Positive Set Nebulizer 0.4 Bar
Focus Active Set Capillary 4500V Set Dry Heater 180°C
Scan Begin 100 miz Set End Plate Offset -500 V Set Dry Gas 4.0 Umin
Scan End 2000 miz Set Collision Cell RF 800.0 Vpp Set Divert Valve Waste
Intens, +MS, 0.3min #1
x104{
6
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4
2 Mt
|
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360 365 370 375 380 385 3%0 395 mz
Meas. m/z # Formula Score miz err[ppm] em[mDa] mSigma rdb e Conf N-Rule .
3661815 1 C21H24N303 10000 3661812 0. 76 115 even ok
3881634 1 C21H23IN3NaO3 10000 3881632 05 02 258 115 even ok
Bruker Compass DataAnalysis 4.0 printed: 10/21/2015 8:52:28 PM Page 1 of 1

Figure S41. HPLC chromatogram for compounds 3. HPLC condition: Angilent 1100
HPLC system; Column: Phenomenex® SYNERG I, 150 x 4.6 mm; Mobile phase:
ACN/water, v/v; Gradient: 0-35 min, 5% to 100% ACN; 35-45 min, 100% ACN;
45-50 min, 100% to 5% ACN; 50-60 min, 5% ACN; Flow rate: 1 mL/min; Detection:
254 nm; Temperature: 25<C).
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Figure S42. HPLC chromatogram for compound 5. HPLC condition: same with S41.
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Figure S43. Chiral HPLC chromatogram spectrum for compound 3. HPLC condition:
Angilent 1100 HPLC system; Column: CHIRALPAK® IC, 250 x 4.6 mm; Mobile



phase: n-hexane/propan-2-ol 70:30, v/v; Flow rate: 1 mL/min; Detection: 254 nm;
Temperature: 25<C.
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Figure S44. Chiral HPLC chromatogram spectrum for compound 6. HPLC condition:
Angilent 1100 HPLC system; Column: CHIRALPAK® IC, 250 x<4.6 mm; Mobile



phase: n-hexane/propan-2-ol 60:40, v/v; Flow rate: 1 mL/min; Detection: 254 nm;
Temperature: 25<C).
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