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HR-ESIMS of 1

Mass Spectrum SmartFormula Report

Analysis Info

Analysis Name  D:\Data\MS\data\201511\wangchen_ON3-18-2_pos_6_01_850.d

Acquisition Date

11/24/2015 10:23:25 PM

Method LC_Direct Infusion_pos_100-1000mz.m Operator SCSIO
Sample Name  wangchen_ON3-18-2_pos Instrument / Ser## maXis 29
Comment
Acquisition Parameter
Source Type ESI lon Polarity Positive Set Nebulizer 0.4 Bar
Focus Active Set Capillary 4500 V Set Dry Heater 180 °C
Scan Begin 100 m/z Set End Plate Offset -500 v Set Dry Gas 4.0 I/min
Scan End 2000 m/z Set Collision Cell RF 800.0 Vpp Set Divert Valve Waste
Intens. | +MS, 0.3min #20
x104
8,
| OH O
=
§ SOA®
| Bra_~_ 455.0844
O (0} 1
4 I
2_
440.2448
] 433.|1026 | ‘ ‘
i . I 1
425 430 435 440 445 450 45|5 460 m/z
Meas. m/z # Formula Score m/z err[ppm] err[mDa] mSigma rdb e Conf N-Rule
4331026 1 C22H26BrO4 100.00 433.1009 -4.0 -1.7 40.2 95 even ok
455.0844 1 C22H25BrNaO4 68.85 455.0828 -3.5 -1.6 22.4 9.5 even ok
887.1807 1 C44H50Br2NaO8 8.89 887.1765 -4.8 -4.2 15.1 18.5 even ok
1 -
H-NMR of 1 in CDCl;
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BC-NMR of 1 in CDCls
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HR-ESIMS of 2a
Mass Spectrum SmartFormula Report
Analysis Info Acquisition Date  5/5/2016 5:24:27 PM
Analysis Name  D:\Data\MS\data\201605\wangchen_ON3-22_pos_13_01_1739.d
Method LC_Direct Infusion_pos_100-1000mz.m Operator SCSIo
Sample Name  wangchen_ON3-22_pos Instrument / Ser# maXis 29
Comment
Acquisition Parameter
Source Type ESI lon Polarity Positive Set Nebulizer 0.4 Bar
Focus Active Set Capillary 4500 vV Set Dry Heater 180 °C
Scan Begin 100 m/z Set End Plate Offset -500 V Set Dry Gas 4.0 V/min
Scan End 2000 m/z Set Collision Cell RF 800.0 Vpp Set Divert Valve Waste
Intens.] +MS, 1.9min #112
%1053
] OH O
2.5E \ /
2.0 426.2645 O O
] \/N\/\/\O 0O
157 [ 2a
1.0
0.57 453.2751
00 424.2477 l e
420 a5 430 43 440 445 450 455 mz
Meas. m/z # Formula Score m/z err[ppm] err[mDa] mSigma rdb e Conf N-Rule
426.2645 1 C26H3B6NO4 64.04 426.2639 -1.5 -0.6 55.0 9.5 even ok

4482451 1 C26H35NNaO4 1.56 448.2458 16 0.7 169.1 9.5 even ok



'H-NMR of 2a in CDCls
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BC-NMR of 2a in CDCls
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HR-ESIMS of 2b

Mass Spectrum SmartFormula Report

Analysis Info Acquisition Date  5/5/2016 5:27:50 PM
Analysis Name  D:\Data\MS\data\201605\wangchen_ON3-23 pos_14_01_1740.d
Method LC_Direct Infusion_pos_100-1000mz.m Operator SCSIO
Sample Name  wangchen_ON3-23_pos Instrument / Ser# maXis 29
Comment
Acquisition Parameter
Source Type ESI lon Polarity Positive Set Nebulizer 0.4 Bar
Focus Active Set Capillary 4500V Set Dry Heater 180 °C
Scan Begin 100 m/z Set End Plate Offset -500 v Set Dry Gas 4.0 l/min
Scan End 2000 m/z Set Collision Cell RF 800.0 Vpp Set Divert Valve Waste
Intens. ] +MS, 1.4min #82
x1091
2.07 OH O
] =
1.57 482.3274 \/\ O O
] NN N\/\/\O (o) op
1.0 I
051
0 Oi ‘ | 504.?085
475 40 485 490 495  s0 505 510 miz
Meas. m/z # Formula Score m/z err[ppm] err[mDa] mSigma rdb e Conf N-Rule
4823274 1 C30H44NO4 76.24 482.3265 -1.8 -0.9 106 9.5 even ok
504.3085 1 C30H43NNaO4 78.01 504.3084 -0.2 -0.1 1884 9.5 even ok
1 -
H-NMR of 2b in CDCl3
M — O W
- Adadnaces2RZS
A A

[ e
N .
|
| 1
z | i
(2] i 1
b | |
A )L/’ A\ U J LJ_./J sl
TR iy TR
cooo = N—oT=—10ng O
= o™ NTOONT T @
13.0 125 120 115 110 105 100 95 90 85 80 75 70 65 60 55 50 45 40 35 30 25 20 15 10

f1 (ppm)



BC-NMR of 2b in CDCl,4
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HR-ESIMS of 2c

Mass Spectrum SmartFormula Report

Analysis Info Acquisition Date  5/5/2016 5:17:42 PM

Analysis Name  D:\Data\MS\data\201605\wangchen_ON3-19_pos_11_01_1737.d

Method LC_Direct Infusion_pos_100-1000mz.m Operator SCSIO
Sample Name  wangchen_ON3-19_pos Instrument / Ser# maXis 29
Comment
Acquisition Parameter
Source Type ESI lon Polarity Positive Set Nebulizer 0.4 Bar
Focus Active Set Capillary 4500 V Set Dry Heater 180°C
Scan Begin 100 m/z Set End Plate Offset -500 v Set Dry Gas 4.0 I/min
Scan End 2000 m/z Set Collision Cell RF 800.0 Vpp Set Divert Valve Waste
Intens. +MS, 0.9min #54|
x109]
1.257 OH O
] =
1.0 424.2485 C\ O O
0.75 N0 o)
] [ 2c
0.501
0.25
| 430.9133 453.2745
0.004— g e T
415 420 425 430 435 440 445 450 455 miz
Meas. m/z # Formula Score m/z err[ppm] err[mDa] mSigma rdb e Conf N-Rule
4242485 1 C26H34NO4 100.00 424.2482 -0.7 -0.3 69.7 10.5 even ok
446.2286 1 C26H33NNaO4 95.72 446.2302 1.4 0.6 354 10.5 even ok



'H-NMR of 2c in CDCl;
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3C-NMR of 2¢c in CDCls
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HR-ESIMS of 2d

Mass Spectrum SmartFormula Report

Analysis Info
Analysis Name

Acquisition Date

D:\Data\MS\data\201511\wangchen_ON3-20-1_pos_7_01_851.d

11/24/2015 10:26:51 PM

Method LC_Direct Infusion_pos_100-1000mz.m Operator SCSIO
Sample Name  wangchen_ON3-20-1_pos Instrument / Ser# maXis 29
Comment
Acquisition Parameter
Source Type ESI lon Polarity Positive Set Nebulizer 0.4 Bar
Focus Active Set Capillary 4500V Set Dry Heater 180 °C
Scan Begin 100 m/z Set End Plate Offset -500 v Set Dry Gas 4.0 l/min
Scan End 2000 m/z Set Collision Cell RF 800.0 Vpp Set Divert Valve Waste
Intens. +MS, 0.3min #15
%108,
0.8 OH O
1 =
o2 ? LT
7 440.2449 N
0.4 |
0.2
‘ 462.2247
0.0+l — e
430 435 440 445 450 455 450 465 470 miz
Meas. m/z # Formula Score m/z err[ppm] err[mDa] mSigma rdb e Conf N-Rule
4402449 1 C26H34NOS5 5545 440.2431 -3.9 -1.7 7.1 105 even ok
4622247 1 C26H33NNaO5 84.25 462.2251 0.9 0.4 15.6 10.5 even ok
1 -
H-NMR of 2d in CDCl3
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BC-NMR of 2d in CDCl,4
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HR-ESIMS of 2e

Mass Spectrum SmartFormula Report

Analysis Info Acquisition Date

Analysis Name D:\Data\MS\data\201605\wangchen_ON3-21_pos_12_01_1738.d

5/56/2016 5:21:04 PM

Method LC_Direct Infusion_pos_100-1000mz.m Operator SCSIO
Sample Name  wangchen_ON3-21_pos Instrument / Ser# maXis 29
Comment
Acquisition Parameter
Source Type ESI lon Polarity Positive Set Nebulizer 0.4 Bar
Focus Active Set Capillary 4500V Set Dry Heater 180 °C
Scan Begin 100 m/z Set End Plate Offset -500 vV Set Dry Gas 4.0 I/min
Scan End 2000 m/z Set Collision Cell RF 800.0 Vpp Set Divert Valve Waste
Intens. +MS, 1.8min #107
x10°3
253 oH O
2.0 SN =
E 453.2756 /\ O O
157 K/N\/\/\O o
] [ 2e
1.04
0.57
] | 475.%2563 482 3259
0.0+— — T — 7 T T T
445 450 455 460 465 470 475 480 m/z
Meas. m/z # Formula Score m/z err[ppm] err[mDa] mSigma rdb e Conf N-Rule
453.2756 1 C27TH37TN204 67.67 453.2748 -1.7 -0.8 39.6 10.5 even ok
4752563 1 C2TH3BN2NaO4 92.37 475.2567 0.8 04 13.9 105 even ok



'H-NMR of 2e in CDCl;
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13 H
C-NMR of 2e in CDCl;
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HR-ESIMS of 2f

Mass Spectrum SmartFormula Report

Analysis Info
Analysis Name

Acquisition Date  5/5/2016 5:31:14 PM

D:\Data\MS\data\201605\wangchen_ON3-25_pos_15_01_1741.d

Method LC_Direct Infusion_pos_100-1000mz.m Operator SCSIO
Sample Name  wangchen_ON3-25_pos Instrument / Se# makXis 29
Comment
Acquisition Parameter
Source Type ESI lon Polarity Positive Set Nebulizer 0.4 Bar
Focus Active Set Capillary 4500 vV Set Dry Heater 180 °C
Scan Begin 100 m/z Set End Plate Offset -500 vV Set Dry Gas 4.0 l/min
Scan End 2000 m/z Set Collision Cell RF 800.0 Vpp Set Divert Valve Waste
Intens. +MS, 0.4min #25
x1097 OH O
] =
1.00 [N
T N\\/N\/\/\O o
] 422.2073 [ 2f
0.751
] 444.1893
0.507 453.2746
] 426.2637
0.251
] 415.2425 ‘ ‘
0.00 +—————7 S e e
410 415 420 425 430 435 440 445 450 455 miz
Meas. m/z # Formula Score m/z err[ppm] err[mDa] mSigma rdb e Conf N-Rule
4222073 1 C24H28N304 100.00 422.2074 0.3 0.1 31 125 even ok
4441893 1 C24H27N3NaO4 100.00 444.18%4 0.2 0.1 476 125 even ok
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H-NMR of 2f in CDCl;
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BC-NMR of 2f in CDClj
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