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1. Table S1. The cytotoxicity of compounds 26 and 42 against HL-60, Hela and A549 cell lines. Selected
'H, 3C NMR and HRMS spectra.

NMR or HRMS Page HRMS of compound 21 S11

"H NMR of compound 9 S4 H NMR of compound 22 S11
13C NMR of compound 9 S4 13C NMR of compound 22 S12
HRMS of compound 9 S5 HRMS of compound 22 S12
H NMR of compound 18 S5 H NMR of compound 23 S13
13C NMR of compound 18 S6 13C NMR of compound 23 S13
HRMS of compound 18 S6 HRMS of compound 23 S14
H NMR of compound 19 S7 H NMR of compound 24 S14
13C NMR of compound 19 s7 13C NMR of compound 24 S15
HRMS of compound 19 S8 HRMS of compound 24 S15
H NMR of compound 20 S8 'H NMR of compound 25 S16
13C NMR of compound 20 S9 13C NMR of compound 25 S16
HRMS of compound 20 S9 HRMS of compound 25 S17
'H NMR of compound 21 S10 H NMR of compound 26 S17
13C NMR of compound 21 S10 13C NMR of compound 26 S18

S1



HRMS of compound 26 S18
H NMR of compound 28 S19
13C NMR of compound 28 519

HRMS of compound 28 520
H NMR of compound 29 520
13C NMR of compound 29 521

HRMS of compound 29 521
H NMR of compound 30 522
13C NMR of compound 30 522

HRMS of compound 30 523
H NMR of compound 34 523
13C NMR of compound 34 524

HRMS of compound 34 524
H NMR of compound 35 525
13C NMR of compound 35 525

HRMS of compound 35 526
H NMR of compound 36 526
13C NMR of compound 36 527

HRMS of compound 36 527
H NMR of compound 37 528
13C NMR of compound 37 528

HRMS of compound 37 529
H NMR of compound 38 529

S2

13C NMR of compound 38 S30
HRMS of compound 38 S30
H NMR of compound 39 S31
13C NMR of compound 39 S32
HRMS of compound 39 532
H NMR of compound 40 S33
13C NMR of compound 40 S33
HRMS of compound 40 S34
H NMR of compound 41 S34
13C NMR of compound 41 S35
HRMS of compound 41 S35
H NMR of compound 42 S36
13C NMR of compound 42 536
HRMS of compound 42 S37
'H NMR of compound 44 537
13C NMR of compound 44 S38
HRMS of compound 44 S38
H NMR of compound 45 S39
13C NMR of compound 45 S39
HRMS of compound 45 540
H NMR of compound 46 540
13C NMR of compound 46 541
HRMS of compound 46 541




1. Table S1. The cytotoxicity of compounds 26 and 42 against HL-60, Hela and A549 cell lines.

Compounds Cell lines 0.1 uM 1uM 10 uM
HL-60 3.52 4.01 2.33
26 Hela -3.34 6.6 9.46
A549 2.16 5.23 0.21
HL-60 -2 13.6 53
42 Hela 1.18 20.13 6.04
Ab549 2.33 -0.37 17.7
HL-60 85.222
5-Fu Hela 90.322
A549 77.20°

aMeasured in a dose of 0.5 uM.



1. '"H NMR (400 MHz, CDCls) spectrum of compound 9
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2. 3C NMR (100 MHz, CDCls) spectrum of compound 9
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3. HR-ESI-MS spectrum of compound 9

HIGH RESLUTION MASS SPECTROMETRY REPORT

Sample No. Formula (M)

Ion Formula

Measured

m/z

Calcm/z

Diff
(ppm)

F7ZB1-22 C21 H30 N4 O13

C21 H30 N4 Na O13

569.1708

569.1702

-1.21

¥105 |+ Scan [1.2603 min) FZB-1-22.d Subtract
324

2.8
2.6
2.4
2.2

1.8
1.6
1.4
1.2

0.5
0.6
0.4
0.2

547.1881

N I T |

569.1708
[M+Na]+

564.2143

L 5051428
b oL

S5 510 515 520 Fs5 540 535 G40 645 S50 BAS GG0 ARG 70 G¢h BG0 GM5 530 595 ROO BB B10 G161 B25 BaD G35 BA0 GO BA0 RS5 GO0 BEG B0 BJS
Counts vs. Massta-Charge [m/z)

4. '"H NMR (400 MHz, CDCls) spectrum of 18
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5. 3C NMR (100 MHz, CDCls) spectrum of compound 18
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6. HR-ESI-MS spectrum of compound 18
HIGH RESLUTION MASS SPECTROMETRY REPORT

Sample No. Formula (M) Ion Formula Measured Calc m/z Diff
m/z (ppm)
HX2-57 C54 H81 N5 015 C54 H82 N5 015 1040.5798 1040.5802 0.37
w108 |+ Scan (82440 min] HX2-57.d
ki 10405738
1] [M+HH
0.94
0.8
07 1062.5622
0.6
0.5
0.4
0.3
0.2
0.1 J
0 b .

970 975 9B0 985 990 995 1000 1005 1010 1015 1020 1025 1030 1035 1040 1045 1050 1055 1060 1055 1070 1075 1080 1085 1090 1095 1100 1105 1170 1115 1120 1125
Counts ws. Massto-Chaige [m/z]




7. "TH NMR (400 MHz, CDsOD) spectrum of compound 19
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9. HR-ESI-MS spectrum of compound 19

HIGH RESLUTION MASS SPECTROMETRY REPORT

Sample No.

Formula (M)

Ion Formula

Measured

m/z

Calcm/z

Diff
(ppm)

HX2-59

C46 H73 N5 O11

C46 H73 N5 Na O11

894.5206

894.5199

-1.23

w108 |+ Scan (7.7555 min] HX2-59.d
1.8+

17+
1.6+
1.5+
1.4+
1.3
1.24
114
14
0.9+
0.8
074
0.6+
0.5+
0.4
0.3
0.2+
01+
i]

594,520
[Map

6725381

| o
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10.'H NMR (400 MHz, CDCls) spectrum of compound 20
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Counts ws. Massto-Chaige [m/z]




11. C NMR (100 MHz, CDCls) spectrum of compound 20
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12. HR-ESI-MS spectrum of compound 20

T
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HIGH RESLUTION MASS SPECTROMETRY REPORT

Sample No. Formula (M) Ion Formula

Measured Calcm/z Diff
m/z (ppm)

HX2-61 C54 H81 N5 O16 C54 H81 N5 Na O16

1078.558 1078.5571 -1.01

#1068 |+Scan (7.3510min) HX261-1.d

10745550
2 (Ml

184
1.5
1.4
1.2

1
.84
1.5

0.4+ 1056 5760
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Counts ws. Massto-Chaige [m/z]

1030 1100 1110 1120 1130 1140 1150




13. '"H NMR (400 MHz, CDsOD) spectrum of compound 21
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15. HR-ESI-MS spectrum of compound 21

HIGH RESLUTION MASS SPECTROMETRY REPORT

Sample No.

Formula (M)

Ion Formula

Measured

m/z

Calcm/z

Diff
(ppm)

HX2-67

C46 H73 N5 012

C46 H73 N5 Na O12

910.5152

910.5148

-0.77

%105 |+ Scan [7.0022 min) HX2-67.d Subbiact (3]

2
284
264
244
224

24
1.84
1.64
1.4
1.24

856.5060

910.5162
[M+Ma)+

8885331

840 845 850 655 860

95 60 a5

T ETESETNES
Counts ws. Massto-Chaige [m/z]

16.'H NMR (400 MHz, CDCls) spectrum of compound 22

HXZ-68
SOLVENT CDC13

920 925 930

935 940 945

950 955 96D 965

10




17. 3C NMR (100 MHz, CDCls) spectrum of compound 22
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18. HR-ESI-MS spectrum of compound 22
HIGH RESLUTION MASS SPECTROMETRY REPORT

T
80

20

ppm

Sample No.

Formula (M)

Ion Formula

Measured

m/z

Calcm/z

Diff
(ppm)

HX2-68

C54 H81 N5 015

C54 H82 N5 015

1040.5807

1040.58

-0.34

#1068
3759
3.5
3.259
1
2,75
25
2.259
24
1.75
1.5
1.254
14
0.754
0.5
0.25

1}

+5can (7.6921 min) HX2-68-1.d

1040.5207
(M+H]+

"

10625623

N

360 570

360 950 1000 1010 1020

1030 1040 1050

1060

1070 1080 1090

Counts ws. Massto-Chaige [m/z]
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19. '"H NMR (400 MHz, CDsOD) spectrum of compound 23
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21. HR-ESI-MS spectrum of compound 23
HIGH RESLUTION MASS SPECTROMETRY REPORT

Sample No.

Formula (M)

Ion Formula

Measured

m/z

Calcm/z

Diff
(ppm)

HX2-69

C46 H73 N5 O11

C46 H73 N5 Na O11

894.5198

894.5199

0.03

#1035 |+ Scan [7.5522 min) H<2-69.d Subbiact (5]
1.6+

™ |L_|J

834 5138
[M+Ha)+

8725374

KPR

%0 %0

e00  @i0 80 B30 @40

850

860

@0 B0 890

900

910

Counts ws. Massto-Chaige [m/z]

22. 'TH NMR (400 MHz, CDsOD) spectrum of compound 24
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23. 3C NMR (100 MHz, CDsOD) spectrum of compound 24
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24. HR-ESI-MS spectrum of compound 24

Peking University Mass Spectrometry Sample Analysis Report

Analysis Info

Analysis Name 14040508_20140411_000027.d Acquisition Date 4/11/2014 10:12:17 AM
Sample $3-132 Instrument Bruker Apex IV FTMS
Comment ESI Positive Operator Peking University
In:To% 57,5146 14040508_20140411_000027_d: +MS
856.50145
8
6
4
2
879.53258 gos 50457
= ALl ' | L
750 775 800 825 850 875 900 925 950 miz
Meas. m/z | Formula m/z_err [mDa] err [ppm] mSigma rdb e Conf N-Rule
856.54145 81536448 CA46H74NS50 10 856.54302 157 1.84 2876 125 even ok

15



25. 'TH NMR (400 MHz, CDsOD) spectrum of compound 25
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26. °C NMR (100 MHz, CD3OD) spectrum of compound 25
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27. HR-ESI-MS spectrum of compound 25

Peking University Mass Spectrometry Sample Analysis Report

Analysis Info

Analysis Name 14040508_20140411_000029.d Acquisition Date 4/11/2014 10:15:50 AM
Sample 53141 Instrument Bruker Apex IV FTMS
Comment ESI Positive Operator Peking University
Intens. 14040508_20140411_000029.d: +M5|
x107 872.53605
125
1.00
075
0.50
942194 ¢ lnaaiT3
0.25 :
769.36145 848.18875 956.49052 57347565
P Lk L Al 'INN Ludll bl a1 lj, s,
0.001— . : : - : = - . e ; e e S e :
75 800 825 850 875 900 925 950 575 miz
as. mfz | _Formula m/z_err [mDa)] err[ppm] mSigma rdb e Conf N-Rule
B72.53605 13413647 CA6H7AN5011 872.53793 189 2.16 183 125 even ok

28. 'TH NMR (400 MHz, CDsOD) spectrum of compound 26
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29. BC NMR (100 MHz, CD3OD) spectrum of compound 2
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30. HR-ESI-MS spectrum of compound 26

T
0

Peking University Mass Spectrometry Sample Analysis Report

Analysis Info

14040508_20140411_000024.d
54-18

ESI Positive

Analysis Name
Sample
Comment

4/11/2014 10:06:48 AM
Bruker Apex IV FTMS
Peking University

Acquisition Date
Instrument
Operator

Intens..
x108
1.2

856.5

0.84

0.64

0.4

0.29

857.54480

14040508_201140411_000024.d: +MS|

120

|

0.0 T

750 800 850
m/z__err [mDa]
1.82

m
212

Meas. m/z | _Formula
856.54120 BE363592 C46HT4NS50O10 856.54302

18

200 miz

mSigma _rdb e~ Conf N-Rule
3233

12.5 even ok



31. 'H NMR (400 MHz, CDCls) spectrum of compound 28
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32. 3C NMR (100 MHz, CDCls) spectrum of compound 28
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33. HR-ESI-MS spectrum of compound 28
HIGH RESLUTION MASS SPECTROMETRY REPORT

Sample No.

Formula (M)

Ion Formula

Measured

m/z

Calcm/z

Diff
(ppm)

HX2-58

C54 H81 N5 015

C54 H82 N5 O15

1040.5809

1040.5802

-0.59

+Scan [7.2679 min) HX252-1.d

1040.5209

24
[M+H 10625627

T i

130 1140

1120

950 950 @0 90 990 1000 1090 1020 1030 1040 1050 100 1070 1080 1080 1100 1110

Counts ws. Massto-Chaige [m/z]

34. 'TH NMR (400 MHz, CDsOD) spectrum of compound 29
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35. 3C NMR (100 MHz, CD3OD) spectrum of compound 29
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36. HR-ESI-MS spectrum of compound 29
HIGH RESLUTION MASS SPECTROMETRY REPORT
Sample No. Formula (M) Ion Formula Measured Calc m/z Diff
m/z (ppm)
HX2-62 C46 H73 N5 O11 C46 H74 N5 O11 872.5385 872.5379 -0.73
w108 |+ Scan (7.8033 min] HX2-62.d
244 72,5385
221 H+Hi« 834 5206
24
1.8
1.6
1.4
1.24
14
iEx
05 8405120
0.4
0.2 \
. L L )
’ 780 730 800 810 820 830 @4D 50 e60  G/D  GA0 890 900 910 90 930 4D 950 960 9/0 90 930 1000

Counts ws. Massto-Chaige [m/z]
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37. 'TH NMR (400 MHz, CDsOD) spectrum of compound 30
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38. 3C NMR (100 MHz, CDsOD) spectrum of compound 30
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39. HR-ESI-MS spectrum of compound 30

Peking University Mass Spectrometry Sample Analysis Report

Analysis Info

Analysis Name
Sample
Comment

54-19
ES| Positive

14040508_20140411_000026.d

Acquisition Date
Instrument
Operator

4/11/2014 10:10:31 AM
Bruker Apex IV FTMS
Peking University

Intens.
x108
1.50

0.50

0.25

856.54107

14040508_20140411_000026.d: +MS|

0.00-— T — T

Meas. m/z 1 Formula

87852568
1
800 825 850 875

miz

rdb e Conf N-Rule

err [mDa; m] mSigma

856.54107 151964528 C46HT74N5010

856.54302 195 227 156 125 even

ok

40. 'H NMR (400 MHz, CDCls) spectrum of compound 34
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41. C NMR (100 MHz, CDCls) spectrum of compound 34

HX2-51-1
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42. HR-ESI-MS spectrum of compound 34
HIGH RESLUTION MASS SPECTROMETRY REPORT

T
140

0 pem

Sample No.

Formula (M)

Ion Formula

Measured

m/z

Calcm/z

Diff (ppm)

HX2-51

C51 H78 N2 O15

C51 H78 N2 Na O15

981.5294

981.5294

%104 |+ Scan [9.2308 min) H+251.d Subtiact (13]

]
8.5
84
7.5
7
E.5
5
5.5
5]
4.5
4
25
34
2.5
2]
1.5
14
0.5

L.

911.2143

ol

969.5484

o

981.5254
[M+Na)+

860 670 880

Counts ws. Massto-Chaige [m/z]

24

900 g9i0 920 930 940 950 960 970 960 990 1000 1010 1020 1030 1040 1050 1060 1070 1080 1030 1100 1110 1120 1130 1140 1150 1160




43. "H NMR (400 MHz, CDsOD) spectrum of compound 35
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45. HR-ESI-MS spectrum of compound 35
HIGH RESLUTION MASS SPECTROMETRY REPORT

Sample No. Formula (M)

Ion Formula

Measured

m/z

Calcm/z

Diff (ppm)

HX2-55-2 C43 H70 N2 O11

C43 H70 N2 Na O11

813.4876

813.4872

-0.39

#1039
8.5
o
7.5
74
6.5
&
5.5
54
45
4
3.5
1
2.5
2
1.5
14
0.5
1}

+5can [7.5724 min) HX265-2.d

a12.4878
(M+Ha)+

791.5045

759.4767 \
.1..\].. ) 1 |

I

Counts ws. Massto-Chaige [m/z]

46. 'H NMR (400 MHz, CDCls) spectrum of compound 36
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47. 3C NMR (100 MHz, CDCls) spectrum of compound 36
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48. HR-ESI-MS spectrum of compound 36

HIGH RESLUTION MASS SPECTROMETRY REPORT

opm

Sample No. Formula (M) Ion Formula

Measured

m/z

Calcm/z

Diff (ppm)

HX2-48 C51 H78 N2 O16 C51 H78 N2 Na O16

997.5252

997.5244

-0.83

#1068 |+ Scan (7.3158 min) HX2-48-1.d
2.8

997 5262
L al+

26 i+
2.4
22+

2
1.8+
1.6+
1.4+
1.24

1
0.8
0.6+
0.4+
0.24

975.5430

830 a0 90 9 a3 90 950 30 970 %0 30 1000
Counts ws. Massto-Chaige
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49. 'H NMR (400 MHz, CDsOD) spectrum of compound 37
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50. °C NMR (100 MHz, CDsOD) spectrum of compound 37
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51. HR-ESI-MS spectrum of compound 37

HIGH RESLUTION MASS SPECTROMETRY REPORT

Sample No.

Formula (M) Ion Formula Measured Calcm/z Diff (ppm)

m/z

HX2-53-5

C43 H70 N2 O12 C43 H70 N2 Na O12 829.4826 829.4821 -0.84

#1068
1.7
1.6
1.5
1.4+
1.3
1.2
1.1

14
0.94
0.8
0.7
0.6
0.5
0.4
0.34
0.2
0.1

i}

+Scan [7.2500 min) HX262-5.d

8294876
[M+ha)+

a07.5004
FT5.4736

757,460 l
Iy A Al LA

700 7i0 720 730 74D 7A0 760 770 7RO 7A0 GO0 @10 G20 G0 A0 50 @G0 A0 G0 A90 900 S10 320 330 940 960 460 V0 960 930 1000
Counts ws. Massto-Chaige [m/z]

52. TH NMR (400 MHz, CDCls) spectrum of compound 38
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53. 3C NMR (100 MHz, CDCls) spectrum of compound 38
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54. HR-ESI-MS spectrum of compound 38
HIGH RESLUTION MASS SPECTROMETRY REPORT

Sample No.

Formula (M)

Ion Formula

Measured

m/z

Calcm/z

Diff (ppm)

HX2-26

C51 H78 N2 O15

C51 H79 N2 O15

959.5472

959.5475

0.34

#1068 |+ Scan (7.BE08 min) HX2-26-1.d

3
2.8+
2.6+
2.4+
22+

9595472
M)+

981.5230

o ALL. .

B30 A0 G50 G0 Y0 G0 B30 900 410 40 930 940 950 R0 970 960 930 1000 1010 1020 1030 1040 1050 1060 1070 10A0
Counts ws. Massto-Chaige [m/z]
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55. 'TH NMR (400 MHz, CDsOD) spectrum of compound 39

HX2-37
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57. HR-ESI-MS spectrum of compound 39
HIGH RESLUTION MASS SPECTROMETRY REPORT

Sample No. Formula (M)

Ion Formula

Measured

m/z

Calcm/z | Diff (ppm)

HX2-37 C43 H70 N2 O11

C43 H70 N2 Na O11

813.4879

813.4872 -1.05

w108 |+ Scan (7.BE77 min] HX2-37.d

1.3+
1.24
114
14
0.9+
0.8+
0.7
0.6+
0.5+
0.4
0.3
0.24
014
il . AL

759.4730

2124879

791 5059 (M+Ha)e

o hhL LIkiL

550 700 70 720 730 740 70 76O

70 @0 G0 8
Counts ws. Massto-Chaige [m/z]

770 780

58. IH NMR (400 MHz, CDsOD) spectrum of compound 40
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59. 3C NMR (100 MHz, CDsOD) spectrum of compound 40

S s

60. HR-ESI-MS spectrum of compound 40

Peking University Mass Spectrometry Sample Analysis Report

Analysis Info

Analysis Name 14080775_20140022_000002.d Acquisition Date BI22/2014 10:41:02 AM
Sample HX1-87 Instrument Bruker Apex IV FTMS
Comment ESI Positive Cperator Peking University
Intens_ 14000775_20140022_000002.d: +MS|
x107) T75.50886
5
44
2
24 TOT 48507
1
B12.45060
5
g : : : : ulll, ull L : 0 e
[:1:4) 700 20 740 T30 T80 300 a0 B40 BBD miz
Meas. mfz | _Formula m/z_err[mDa] e [ppm] mSigma rdb e~ Conf N-Rule
T75.50886 53370823 C42HTINZOID 77551032 1.45 1.88 47 85 ewen ok
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61. '"H NMR (400 MHz, CDsOD) spectrum of compound 41
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63. HR-ESI-MS spectrum of compound 41

Peking University Mass Spectrometry Sample Analysis Report

Analysis Info
Analysis Mame 14020775_20140022_000005.d Acquisition Date Q/22/2014 10:46:38 AM
Sample HX1-80 Instrument Bruker Apex [V FTMS
Comment ESI Positive Cperator Peking University
|ME’\§?; 14000775 _20140922 000D0S.d: +MS|
x10 70250328
2
70150317
pa
814.43330
14
BE65.50584
851.56086
837 56400
J0asmesy TI2EE0s 024132 76457271 | | ]‘
o - i N . —1 . TR | e i . 1 1l I g
740 760 780 B0D B20 540 860 830 miz
Meas. miz | Formula miz_err[mDa] em [ppm] mSigma rdb e Conf N-Rule
TO150317 26752018 C4IHTINIZO11 78150524 207 261 3146 085 ewen ok

64. '"H NMR (400 MHz, CDsOD) spectrum of compound 42
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65. °C NMR (100 MHz, CD3OD) spectrum of compound 42

HX1-77

i

11
PRTRRE— ‘LL:
T

T T
220 200 130 160 140 120 100 a0

66. HR-ESI-MS spectrum of compound 42

Peking University Mass Spectrometry Sample Analysis Report

Analysis Info
Analysis Name 14090775_20140822_000001.d Acquisition Date BI22/2014 10:38:45 AM
Sample HX1-77 Instrument Bruker Apex 'V FTMS
Comment ES| Positive Crperator Peking University
Intens, 14000775_20140022_000001.d- +MS|
x108
&
TT5.50001
44 TO7 40001
# 75823365
5
81346441 850.25843
B4 31280 71430131 128 744.30881
B36.38262
L L ar Vo 1| PR TN T T 1T (PATFTPRIRT UL M TTIEATTEE] LT PRTCL A | P P TR ’ A ITPRRT | TP
[:2:4] 700 720 740 T80 740 800 220 840 BED miz
Meas. miz | _Formula miz_err[mDa] err[ppm] mSigma rdb e Conf N-Rule
T75.50001 E183648 C43IHTINIO 1O 77551032 1.3 1.60 123 05 even ok
TOT 40001 3802586 C43HTOMZ2ZNaO10 7O7.40227 228 283 282 D5 even ok
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67. 'TH NMR (400 MHz, CDCls) spectrum of compound 44
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69. HR-ESI-MS spectrum of compound 44

HIGH RESLUTION MASS SPECTROMETRY REPORT

Sample No.

Formula (M)

Ion Formula

Measured

m/z

Calcm/z

Diff (ppm)

HX2-46

C51 H78 N2 O15

C51 H79 N2 O15

959.5481

959.5475

-0.45

#1068

+5can [7.4192 min) HX2-46-1.d

425
4
3,75
354
3,251
34
2.75
254
225
24
1.75
1.54
1.25
14
0.75
0.5
0.25-]
i

959541
[M+HH

\

921.5294

T0E0EERD

70. 'H NMR (400 MHz, CD30D) spectrum of compound 45

HX2-50-3
SOLVENT MeOD

60 670 BA0 A0 900 10 920 930 940 950 S60 V0 990 940 1000 1010 1020 1030 1040 1050 1050 1070 1080 1030 1100 1110 1120 1130 1140 1150 1160 1170
Counts ws. Massto-Chaige [m/z]
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71. BC NMR (100 MHz, CDsOD) spectrum of compound 45

{

S

72. HR-ESI-MS spectrum of compound 45

B0 60

T
40 20

st il

HIGH RESLUTION MASS SPECTROMETRY REPORT

Sample No.

Formula (M)

Ion Formula

Measured

m/z

Calcm/z

Diff (ppm)

HX2-50

C43 H70 N2 O11

C43 H70 N2 Na O11

813.4878

813.4872

-0.82

#1068 |+ Scan (7.5382 min) H<250.d Subtract

1.24
1.1+
1
0.9+
0.8
0.7
0.6+
0.6
0.4+
0.3
0.24
01+
i]

759.4732

™ ilEES
I

791.5055

&13.48748
[M+Ma)+

L.

39

720 725 730 735 740 745 750 755 760 765 770 775 780 785 730 735 A00 A05 810 815 A20 A25 B30 B35 G40 B45 50 655 GR0 GRS G70 675 BA0 B35 B30 B35 A00 905 A10 415 420
Counts ws. Massto-Chaige [m/z]




73."H NMR (400 MHz, CDs0OD) spectrum of compound 46
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4. 3C NMR (100 MHz, CDsOD) spectrum of compound 46
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75. HR-ESI-MS spectrum of compound 46

Peking University Mass Spectrometry Sample Analysis Report

Analysis Info
Analysis Mame 14000775_20140022_000003.d Acquisition Date BI22/2014 10:42:48 AM

Sample HX1-88 Instrument Bruker Apex IV FTMS
Comment ES| Positive Operator Peking University

Imens_j 14000775_20140022_000003.d: +MS|
=10 T75.50887

3.0
25
204

15 707 48500

5] 81345884

_ Al

I
300

0.0: T T T T T
BED 700 720 740 Ta0 740

Meas. miz | Formula miz err[mDa] err[ppm] mSigma rdb e Conf N-Rule
ok

\l 35?.4?320
L i
a 840 880 miz

Tro.50BET 21870314 C4AHTIN2ZO10 77551032 145 188 1772 95 even
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