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2. HRMS Spectra of New Compounds 

3a 

 
3b 

 

1 #47-49 RT: 0.41-0.42 AV: 3 NL: 2.92E6
T: FTMS {1,1}  + p ESI Full ms [100.00-1000.00]
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229.08570
R=50771

z=1
C14 H13 O 3 = 229.08592

-0.96464 ppm

476.13739
R=36811

z=2
C16 H28 O 16 = 476.13719

0.42001 ppm

660.36694
R=29397

z=2
C40 H52 O 8 = 660.36567

1.91619 ppm

931.27078
R=26218

z=1
C56 H44 O 12 Na = 931.27250

-1.84723 ppm

2 #56-57 RT: 0.49-0.50 AV: 2 NL: 1.59E6
T: FTMS {1,1}  + p ESI Full ms [100.00-1000.00]
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C15 H15 O 3 = 243.10157
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540.53445
R=34652

z=1
C38 H68 O = 540.52647

14.77562 ppm

358.36733
R=40205

z=1
C26 H46 = 358.35940

22.11902 ppm

739.47537
R=30003

z=1
C42 H68 O 9 Na = 739.47555

-0.25007 ppm
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6 #58-59 RT: 0.53-0.54 AV: 2 NL: 1.31E6
T: FTMS {1,1}  + p ESI Full ms [100.00-1000.00]
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z=1
C16 H17 O 3 = 257.11722

-0.95193 ppm
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R=34394

z=?
C35 H69 O 2 F = 540.52761

13.25594 ppm

758.22048
R=30672

z=1
C40 H38 O 15 = 758.22052

-0.04944 ppm

4 #39-40 RT: 0.36-0.37 AV: 2 NL: 1.82E5
T: FTMS {1,1}  + p ESI Full ms [100.00-1000.00]
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z=2
C35 H18 O 2 F Na = 512.11830

0.35948 ppm
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R=39871

z=2

924.26817
R=26400

z=1
C67 H37 O 4 F = 924.26704

1.21826 ppm
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3 #42-43 RT: 0.37-0.38 AV: 2 NL: 1.75E5
T: FTMS {1,1}  + p ESI Full ms [100.00-1000.00]
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C20 H43 Cl = 318.30478

-16.04961 ppm 489.10917
R=36468

z=1
C28 H22 O 6 Cl = 489.10994
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5 #18 RT: 0.16 AV: 1 NL: 7.06E5
T: FTMS {1,1}  + p ESI Full ms [100.00-1000.00]
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280.11273
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z=?
C9 H19 O 6 F 3 = 280.11282

-0.33000 ppm
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35_151105153452 #481 RT: 5.11 AV: 1 NL: 1.56E10
T: FTMS + p ESI Full ms [100.00-1500.00]
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36_151105154325 #533 RT: 5.63 AV: 1 NL: 9.96E8
T: FTMS + p ESI Full ms [100.00-1500.00]
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36_151105154325 #533 RT: 5.63 AV: 1 NL: 9.96E8
T: FTMS + p ESI Full ms [100.00-1500.00]
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39_151105160903 #483 RT: 5.12 AV: 1 NL: 1.67E9
T: FTMS + p ESI Full ms [100.00-1500.00]
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40_151105161734 #497 RT: 5.26 AV: 1 NL: 1.11E9
T: FTMS + p ESI Full ms [100.00-1500.00]
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38_151105160029 #527 RT: 5.57 AV: 1 SB: 1 5.36 NL: 3.23E7
T: FTMS + p ESI Full ms [100.00-1500.00]

100 150 200 250 300 350 400 450
m/z

0

10

20

30

40

50

60

70

80

90

100

R
e

la
tiv

e
 A

b
u

n
d

a
n

ce

297.0729

283.1326



S32 
 

 
5a 

 
 

 

 

 

 

5b 

 
 

 

 

 

 

 

 

27_151210204721 #463 RT: 4.76 AV: 1 NL: 8.50E8
T: FTMS + p ESI Full ms [50.00-750.00]

50 100 150 200 250 300 350 400 450 500 550 600 650 700 750
m/z

0

10

20

30

40

50

60

70

80

90

100

R
el

a
tiv

e 
A

bu
nd

an
ce

291.1013

95.0607

28_151210205554 #505 RT: 5.21 AV: 1 NL: 3.26E9
T: FTMS + p ESI Full ms [50.00-750.00]
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29_151211164852 #505 RT: 5.55 AV: 1 NL: 6.99E9
T: FTMS + p ESI Full ms [50.00-750.00]
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30_151211164016 #451 RT: 5.00 AV: 1 NL: 6.45E8
T: FTMS + p ESI Full ms [50.00-750.00]
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31 #479 RT: 5.28 AV: 1 NL: 4.31E8
T: FTMS + p ESI Full ms [50.00-750.00]
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32 #481 RT: 5.35 AV: 1 NL: 1.62E8
T: FTMS + p ESI Full ms [50.00-750.00]

100 150 200 250 300 350 400 450 500 550 600 650 700 750
m/z

0

10

20

30

40

50

60

70

80

90

100

R
el

a
tiv

e 
A

bu
nd

an
ce

345.0735



S35 
 

 

 

6a 

 
 

 

 

 

6b 

 

18 #63 RT: 0.57 AV: 1 NL: 1.42E6
T: FTMS {1,1}  + p ESI Full ms [100.00-1000.00]
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z=1
C20 H17 O 3 = 305.11722

-1.30973 ppm

631.20831
R=32600

z=1
C49 H27 O = 631.20564

4.23153 ppm

185.10728
R=59100

z=1
C10 H17 O 3 = 185.11722

-53.67895 ppm

431.12863
R=38900

z=1
C29 H19 O 4 = 431.12779

1.96234 ppm
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R=22800

z=?
C9 H4 O 12 Br 8 = 935.31643

-0.08821 ppm

19 #54 RT: 0.49 AV: 1 NL: 1.43E6
T: FTMS {1,1}  + p ESI Full ms [100.00-1000.00]
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C33 H20 O 3 Br 6 = 937.65072

0.68852 ppm



S36 
 

 

 

 

6c 

 
 

 

 

 

 

 

 

6d 

 
 

 

 

 

20_151210201302 #553 RT: 5.66 AV: 1 SB: 59 4.26-5.46 NL: 5.20E7
T: FTMS + p ESI Full ms [50.00-750.00]
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23_151210202137 #513 RT: 5.27 AV: 1 NL: 8.36E8
T: FTMS + p ESI Full ms [50.00-750.00]
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21 #47-48 RT: 0.41-0.42 AV: 2 NL: 8.49E5
T: FTMS {1,1}  + p ESI Full ms [100.00-1000.00]
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-1.53497 ppm

699.13020
R=29312

z=1
C29 H49 O 3 Br Cl 5 = 699.13022

-0.02877 ppm
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R=57245

z=1
C11 H18 Cl = 185.10915

-10.36735 ppm

22 #37-38 RT: 0.36-0.37 AV: 2 NL: 6.66E4
T: FTMS {1,1}  + p ESI Full ms [100.00-1000.00]
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z=1
C22 H38 O 2 F 3 = 391.28184
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