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-TOF MS: Period 1, 1.485 to 1.702 min from Sample 2 (DC-F6-3-RT52) of 2013 25932_DC-F6-3-RT52_esitof_neg_01.wiff Max. 4118.9 counts,
a=3.60194597199766840e-004, t0=3.74988621036550280e+000 (Turbo Spray)

100% 492.13

95% 1
90%
85%
80% 1
75%
70% 1
65%
60%
55%

50% 1

Rel. Int. (%)

45%
40%-
35%-+
30%-
374.08
25% |
20% |
15% 1 464.15
985.31
10% 255.25304.14 405.09

5%

283128 506.17
157.13 331.05 007.30
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I -TOF MS: 1.731 to 1.831 min from Sample 5 (DC-F6-3RT52, MeOH) of 2014_02367_DC-F6-3RT52_esitof_neg_01.wiff
a=3.60139679909128340e-004, t0=3.26537754161836350e+000 R; (Turbo Spray)

Max. 2111.6 counts.

100% - 492.1130
95% 1 ‘
90% 1 }
85% ] }
80% | i
75% 1 |
70% 1 !
65% 1 i
60% |
g 55%- }
£ 50% !
g 45% i
40% 1 |
35% 1 !
30% 1 i
25% 1 : |
20% } }
15% \ |
10% | |
| 49311164
5% ! ! ‘
0% ‘ “‘91'6119 491" 9? 492.3461 4926185 492.9@[\ 493.3508 493.6224 ‘494;[1}88 ‘ ‘ ‘
491.0 491.5 492.0 4925 493.0 4935 494.0 494.5 495.0 4955
m/z, Da
(-)-HRESIMS of 1
m/z experimental 492.1130
MF m/z Error, mDa Error in ppm DBE
C22 H22 N O12 492.1147 -1.7491 -3.5543 12.5
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-TOF MS: Period 1, 1.519 to 1.802 min from Sample 2 (DC-F6-3-RT43) of 2013 25634 DC-F6-3-RT43_esitof_neg_01.wiff
a=3.60210174192628710e-004, t0=4.38847140880170630e+000 R; (Turbo Spray)

100%

95% 1

90%

85% 1

80% 1

75%+
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55% 1

50%
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I -TOF MS: 0.965 to 1.449 min from Sample 2 (DC-F6-3-RT43) of 2013_25634_DC-F6-3-RT43_esitof_neg_01.wiff Max. 1777.9 counts.
a=3.60182569810538880e-004, t0=3.74988621036550280e+000 R; (Turbo Spray)

478.0964
11004

10504
1000
9504
900
850
800 -
750
700
650
600
550 -
500

Intensity, counts

450 A

4004
3501

300
479.0994

250
200
1504

1001
480.1014
50 477.8936
R 476.7699 481.1045
476.0 476.5 477.0 4775 478.0 478.5 479.0 479.5 480.0 480.5 481.0 4815 482.0 4825 483.0 4835 484.0
m/z, Da

(-)-HRESIMS of 2

m/z experimental 478.0964

MF m/z Error, mDa Errorin ppm DBE

C21 H20 N O12 478.0991 -2.7 -5,64 125
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-TOF MS: 2.670 to 2.921 min from Sample 2 (DC-F6-3-RT43, MeOH) of 2015_01202_DC-F6-3-RT43_esitof_neg_hr_02.wiff Max. 1282.8 counts,
a=3.60151189095450630e-004, t0=4.06258635544180360e+000 R; (Turbo Spray)

1283 392.0633
1200+
1100+
1000+
900
800

7004

600

Intensity, counts

400+

300
393.0651

200

[
{
|
{
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|
|
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|
|
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1
1001 |
1013 394.0674
_392.3277.802 8831 \ 3950703 397.2239

0
3005 3910 3915 3920 3925 3930 3935 3940 3945 3950 3955 3960 3965 3970 3975 3980 3985 3990 3995 4000 4005 40LO
m/z, Da

391.0536 9019

(-)-HRESIMS of the fragment at m/z 392 of 2

m/z experimental 392.0633

MF m/z Error, mDa Error in ppm DBE s

C17 H14 N O10 392.0623 0.9804 2.5007 115
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Rel. Int. (%)

-TOF MS: 2.670 to 2.921 min from Sample 2 (DC-F6-3-RT43, MeOH) of 2015_01202_DC-F6-3-RT43_esitof_neg_hr_02.wiff
2=3.60151189095450630e-004, t0=4.06258635544180360e+000 R; (Turbo Spray)

23.0%-
22.0%-
21.0%-
20.0%-
19.0%-
18.0%-
17.0%-
16.0%-
15.0%-+
14.0%-
13.0%-
12.0%-
11.0%-
10.0%+
9.0%-
8.0%-
7.0%-
6.0%+
5.0%-
4.0%-
3.0%-
2.0%-
1.0%-

214908 _puf.

242.0308

6 242.3655

243.0328

2440369
A

Max. 1282.8 counts|

0.0%P

2415

220 225

2440

m/z, Da

2445 2450

255 246.0

2465

(-)-HRESIMS of the fragment at m/z 242 of 2

m/z experimental

242.0308

MF

m/z

Errorin mDa

Errorin ppm

DBE

C9H8NO7

242.0306

-0.0253

-0.1048

6.5
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1 “TOF MS: 2.670 to 2.921 min from Sample 2 (DC-F6-3-RT43, MeOH) of 2015_01202_DC-F6-3-RT43_esitof_neg_hr_02.wiff Max. 1282.8 counts)
2=3.60151189095450630e-004, t0=4.06258635544180360e+000 R; (Turbo Spray)

725 316.0469
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250
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m/z, Da

op

(-)-HRESIMS of the fragment at m/z 316 of 2

m/z experimental 316.0469

MF m/z Error in mDa Errorin ppm DBE

C15H10 N O7 316.0462 0.6245 1.976 115
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1 -TOF MS: 2.670 to 2.921 min from Sample 2 (DC-F6-3-RT43, MeOH) of 2015_01202_DC-F6-3-RT43_esitof_neg_hr_02.wiff Max. 1282.8 counts.
a=3.60151189095450630e-004, t0=4.06258635544180360e+000 R; (Turbo Spray)

267 149.0238

260
240
220
200
180
160
140

120

Intensity, counts

100+

80

60

40

150.0275

20
148.5909
ﬂuji}48.0 151.0280

1485 149.0 1495 150.0 1505 151.0 1515 152.0 1525 153.0 1535 154.0 1545 155.0
m/z, Da

(-)-HRESIMS of the fragment at m/z 149 of 2

m/z experimental 149.0238

MF m/z Errorin mDa Errorin ppm DBE

C8 H5 O3 149.0244 -0.6176 -4.1449 6.5
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-TOF MS: 1.469 to 1.655 min from Sample 2 (DC-F6-4-RT42) of 2013_25635_DC-F6-4-RT42_esitof_neg_01.wiff Max. 3287.4 counts,
a=3.60201012737532860e-004, t0=3.74988621036550280e+000 R; (Turbo Spray)

100%- 464.08

95% A
90% A
85% 1
80% 1
75%-
70% A

65% 393.09 929.17

60%-

55% 242.05 316.06
50% 1

Rel. Int. (%)

45%
40%
149.03
35% 1
30%-
25% 1
20% A
15%

120.12 1394.37
10% 360. 9109

~l

812.24

5061 -105.04 299,07

0P L ‘I\H“‘”‘l : T t f 1 f T T T T T T T T T T T
100 200 300 400 500 600 700 800 900 1000 1100 1200 1300 1400 1500 1600 1700 1800 1900
m/z, Da

346.1 213 cq71 9125
CLIEETP9) [ %6718 eas20 77431) 87428 1" 98828 L7741 141639 1860.56

alloaia i) decdioad L nitbitbidiud s

0

(-)-LRESIMS of 3
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110
105
1004
95
90
85
80
75
70
65
601
55
50

Intensity, counts

45
404
359
30
251
204
154

104
] -463.3019

3]

464.0833

|
463.9546 | 464 3734

465.0846

-TOF MS: 1.769 to 1.936 min from Sample 2 (F64 RT42, MeOH) of 2015_00760_F64 RT42_esitof_neg_hr_04.wiff
2=3.60152133981020970e-004, 10=3.51392647075358820e+000 R; (Turbo Spray)

466.0876

/"\\ 4662919 467.0736 467.4072
L

N4t ptrs

Max. 2432.5 counts,

oM
4635

464.0

4645

465.0 4655

466.0 4665 467.0 4675

m/z, Da

468.0

4685

(-)-HRESIMS of 3

m/z experimental

464.0833

MF

m/z

Error, mDa

Errorin ppm

DBE

C20 H18 N O12

464.0834

-0.1489

-0.321

12.5
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I -TOF MS: 1.732 to 1.882 min from Sample 5 (DC-F6-4RT39, MeOH) of 2014_02368_DC-F6-4RT39_esitof_neg_0L.wiff Max. 2457.2 counts.
a=3.60139286379147110e-004, 10=3.27557673287810760e+000 R; (Turbo Spray)

100%- 392.06

95%
90%
85%
80% 1
75%-
70%
65%
60%
55% 1

50% 1

Rel. Int. (%)

45% 1

40% 1

35%

30% 1

25%

20%

15%-+

10%-+

5%

149,02 24293 255,23 316,05 39606 46410 52200 793.11

0%y L R A T T T I L D L L L L A F
100 150 200 250 300 350 400 450 500 550 600 650 700 750 800 850 900 950 1000
m/z, Da

(-)-LRESIMS of 4
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I -TOF MS: 1.732 to 1.882 min from Sample 5 (DC-F6-4RT39, MeOH) of 2014_02368_DC-F6-4RT39_esitof_neg_01.wiff
a=3.60139286379147110e-004, t0=3.27557673287810760e+000 R; (Turbo Spray)

100%

95%

90%

85%

80%

75%

70%

65%

60%

55% 4

50% -

Rel. Int. (%)

45%

40%

35%

30%

25%4

20%

15%4

10% 4

5% 4

0,

392.0642

391.6421 391.8092 392.2553

393.0672
|

392.6545 | 393.2628

39410647

Max. 2457.2 counts.

0

391.0

391.2

391.4

3916 3918 3920 3922

392.4

3926 3928 3930 3932 3934 3936 3938

m/z, Da

394.0

394.2

3044 3946

(-)-HRESIMS of 4

m/z experimental

392.0642

MF

m/z

Error, mDa

Errorin ppm

DBE

C17H14 N O10

392.0623

1.8804

4.7962

115
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