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Single Mass Analysis
Tolerance =10.0 PPM / DBE: min =-1.5, max = 50.0
Selected filters: None

Monoisotopic Mass, Even Electron lons

108 formula(e) evaluated with 1 results within limits (all results (up to 1000) for each mass)
Elements Used:

C:14-14 H:0-200 N:0-10 ©O:0-10 S:3-3 Br:1-1

J.SHEN JSS 5R

MS44577 78 (2.399) 2: TOF MS ES-
100+ 419.9236 2.05e3
417.9250
%_
420.9269
J /
421.9182
7 465.9261
417.5548 . . 485.8925
i e s g et by m/z
380 390 400 410 420 430 440 450 460 470 480 490 500 510 520 530 540 550 560
M ni num -1.5
Maxi num 5.0 10.0 50.0
Mass Calc. Mass PPM DBE i-FIT For nul a
417. 9250 417. 9241 0.9 2.2 8.5 2.2 Cl4 HI3 N B S3 Br
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Openlynx Report - Page 1
Sample: 18 Vial:1:6 ID:

File:MS44577 Date:12-Mar-2018 Time:10:23:21

Description:J.SHEN JSS 5R

Printed: Mon Mar 12 13:36:24 2018

Sample Report:

Sample 18 Vial 1:6 ID File MS44577 Date 12-Mar-2018 Time 10:23:21 Description J.SHEN JSS 5R

1. TOF Ms ES+ : TIC (15) (17) 2.5e+004
58%  30%
100 (13) 2.56 2.76
11%
2.29
80
=S
60
40 | T T T T | T T T T | T T T T | T T T T | T T T T | T T T T | T T T T | T T T T | T T T T | T T T T | T T T T Ti ne
0. 50 1.00 1.50 2.00 2.50 3.00
Peak Number Compound Time AreaAbs Area %Total Width Height Mass Found
13 2.29 2e+002 11.21 0 2e+003
15 2.56 8e+002 58.46 0 5e+003
17 2.75 4e+002 30.32 0 3e+003
1. TOF MB ES+ :419+442+420 (16) (21) 6.4e+001
10% 204

(14);9%419.0(27%;2.49 3 63

100 (4) (6) 3. 18
S
80 (3) ' (7) _ y

° (1) 9%
S 8% 0.91
60 0.71
40
| T T T T | T T T T | T T T T | T T T T | T T T T | T T T T | T T T T | T T T T | T T T T | T T T T | T T T T Ti ne
0. 50 1.00 1.50 2.00 2.50 3.00
Peak Number Compound Time AreaAbs Area %Total Width Height Mass Found
1 0.71 1e+000 7.85 0 1le+001
3 0.91 1e+000 8.71 0 1le+001
4 1.13 4e+000 27.95 0 2e+001
6 1.57 3e+000 20.56 0 2e+001
7 1.82 8e-001 5.90 0 1le+001
9 1.94 3e-001 2.17 0 5e+000
13 2.29 8e-001 6.12 0 8e+000
14 Found 2.49 1e+000 8.89 0 1le+001 419.00
16 2.68 1e+000 9.60 0 9e+000
21 3.10 3e-001 2.25 0 5e+000
2: TOF M5 ES- :TIC (15) 4. 1e+004
85%
100 2.57
80
X
60
40
| T T T T | T T T T | T T T T | T T T T | T T T T | T T T T | T T T T | T T T T | T T T T | T T T T | T T T T Ti ne

0.50 1.00 1.50 2.00 2.50 3.00



Openlynx Report - Page 2
Sample: 18 Vial:1:6 ID:
File:MS44577 Date:12-Mar-2018 Time:10:23:21
Description:J.SHEN JSS 5R
Printed: Mon Mar 12 13:36:24 2018
Sample Report (continued):
Peak Number Compound Time AreaAbs Area %Total Width Height Mass Found
4 1.09 6e+002 13.91 1 2e+003
5 1.44 3e+001 0.56 0 4e+002
8 1.88 4e+001 0.97 0 5e+002
15 2.57 4e+003 84.56 1 2e+004
2. TOF M5 ES- :419+464+418 4. 1e+003
100+ (14); 100% 419. 0(27% ; 2. 52
75
S 50
25
O 1 | T T T T | T T T T | T T T T | T T T T | T T T T | T T T T | T T T T | T T T T | T T T T | T T T T | T T T T Ti rre
0. 50 1.00 1.50 2.00 2.50 3.00
Peak Number Compound Time AreaAbs Area %Total Width Height Mass Found
14 Found 252 1e+003 100.00 1 4e+003 419.00
5: WV Detector: TIC 3.401e+1
(2) Range: 3.40le+1
0.65 48%
0.81
3. 0e+l .
(14)
2. 0e+l 52%
2 419. 0(27%
2.52
1. Oe+l
O. O | T T T T | T T T T | T T T T | T T T T | T T T T | T T T T | T T T T | T T T T | T T T T | T T T T | T T T T Ti rre
0. 50 1.00 1.50 2.00 2.50 3.00
Peak Number Compound Time AreaAbs Area %Total Width Height Mass Found
2 0.81 9e+004 47.88 0 1e+006
14 Found 252 1e+005 52.12 0 4e+006 419.00
5: UV Detector: 244 _264 1.279
Range: 1.279
(14)
E 95%
] 419.0(27%
1.0 2.52
) E
< ]
5. Oe- 14
O- O- | T T T T T T T T | T T T T T T T T | T T T T T T T T | T T T »I T T T T | T T T T T T T T | T T T T TI rre
0. 50 1.00 1.50 2.00 2.50 3.00
Peak Number Compound Time AreaAbs Area %Total Width Height Mass Found
2 0.81 3e+002 0.66 0 5e+003
3 0.89 1le+002 0.25 0 4e+003
10 2.11 4e+002 0.80 0 6e+003
11 2.14 1e+002 0.29 0 5e+003
12 2.19 7e+002 1.43 0 2e+004
14 Found 252 5e+004 95.30 0 1e+006 419.00



Openlynx Report - Page 3
Sample: 18 Vial:1:6 ID:

File:MS44577 Date:12-Mar-2018 Time:10:23:21

Description:J.SHEN JSS 5R

Printed: Mon Mar 12 13:36:24 2018

Sample Report (continued):

18 2.82 2e+002 0.29 0 4e+003
19 2.88 2e+002 0.37 0 6e+003
20 3.02 2e+002 0.34 0 6e+003
20 3.03 1e+002 0.28 0 5e+003
Peak ID Compound Time Mass Found
1 0.71
1:(Time: 0.71) 9. 2e+002
100+ 105.1
] 115. 1
L 504 143. 2
] 214.0
. 146. 1
] \ ( ‘ 224'0254 1311.0 326.9 391.2
O :Lu,w ‘h h: HHIIH \IMIIHHHMM " |I\‘.|HHI\ il H \H H\‘\\Imﬁl H\I\ ”l m \HH\ \HHM ‘| uls H m \\ i \H im i 10 I\ nml ﬁﬁ?\\sl\ n 9mi4.4\:2\l mol T im |§¥2§ I wlg/?ﬂ.mzmsm?mlmwr e "H“?ﬁ}?:‘l ?Ti Z
100 0 200 0 300.0 400.0 500.0 600.0
Peak ID Compound Time Mass Found
3 0.91
3:(Time: 0.91) 2. 4e+003
100+ 105.1
E 115.1
E 146.1 2081 . o 05 1
] 7 r ’
I T o | " 349. 2 365. 0497-9457. 9468. 9527. 6548 07.0 6400
O, Lt \I d ; ‘I \hi Mlnl‘\mw ‘. l Hl L I I ‘I I I | I LI“ I I”‘ 1 I \J\m \ wal 1 1 \hlu I I | m umun futt potdy 10y W.Immwuml. W \amulunmiu v 4y mi Lagt i wan ‘I‘m‘ih a1 o ‘I m Z
100.0 200.0 300 O 400 0 500.0 600.0
Peak ID Compound Time Mass Found
4 1.13
4: (Tine: 1.13) 1. 6e+003
100+ 105.1
O\O 505 143. 1
E 152.1 208.1 -
i ‘ ] ‘ ( 304.2 349.2 393 "7 5693 6084643 0
O AHI;M i ‘ il I‘ ‘ Il ‘ m \WHHH ‘Mu‘h H\\HH H\ (Lt HH. M\ HI\ M Mu BTN H‘H\ HHHH . ‘\‘HHH T . u s s ‘\ \ hmm wl ‘\ \ L | ‘|‘ st | m Z

SPRNPRUD N S
100. O 200 0 300 0 400.0 500 O 600. O
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Sample: 18 Vial:1:6 ID:

File:MS44577 Date:12-Mar-2018 Time:10:23:21

Description:J.SHEN JSS 5R

Printed: Mon Mar 12 13:36:24 2018

Sample Report (continued):

Peak ID Compound Time Mass Found

6 1.57
6: (Time: 1.57) 1. 4e+003
100- 105.1
] 115.1
< 5o 143. 1
] 146.1 208.1
E 224.0
] ‘ ‘ ! ‘ r 330.0 344 2 393. 1 457 9 495 1 531 O 583.5 633.6
O u‘tlnmmi\‘ MNM\ Ll l‘H\ ‘H dis g i H“ Il H‘I\ I .0 00 g ) it s s a1 s s T R PR TN TR A FHTIA Z
100.0 200.0 300. 0 400. 0 500. 0 600. 0
Peak ID Compound Time Mass Found
7 1.82
7:(Time: 1.82) 1. 4e+003
100 105.1
115.1
< 50 143. 2
146.1 208.1242:3
199. 1_ 244. 2 467.1 610.3645. 6
| | ( 279 1 350.1 388.2 447, 2 ' 520 2 579.5 777 '
O AERRIAL \‘\UH\‘H\LMHHH‘ ‘H wu\‘i TR \W“H\ ‘H HH \L \ ‘ 1 g ‘l/ H i il 1 bl \a A i g, bt | b s o o] ‘IH yl (\In\\uw mim ot b1 HI waalatu mlmﬂ‘lmmlu gy / m Z
100.0 200 0 300 0 400.0 500. 0 600. 0
Peak ID Compound Time Mass Found
9 1.94
9: (Time: 1.94) 1. 2e+003
100+ 105.1
] 143.1 042 3
X ]
s 50 146. 1
] 7 208.1 274. 3
E 153.1 330.0
L ‘ I )| 29023 ?73 L4578 557.2570.2 608, 5
OAHH\.\‘I\H\ HHMH Hi\u Il H\HW ittty Ll sl Dl \HH\H\\ Iy n I | ] | il HM 1 “i s b gl m TRPTMI T PP ‘Iumm"mmimm;m e L 1 i | m Z
100.0 200.0 300 0 400 O 600 O
Peak ID Compound Time Mass Found
13 2.29
13: (Ti me: 2. 29) 3.3e+003
100 105.1
S 50 143. 2
146. 1
s 208'1226.0 302. 3
| 1091 | ( 258.2| 338.1 42437 29572 g5y5 3 5893 431 4434
O s | I”‘I““I‘”‘I‘“ I‘\LHAl‘J ] ‘\ ‘: I “ ll 1 \‘\H ( o Loy IH\‘H il gl iy TP i I‘ st bl i ‘: jassglata g el \Iiu\HIIHmmilhumllmmhlwHmu\lmmuulluHHI\HH\HNHH\\I\\\(\I\mml m 4

100.0 200 0 300 0 400.0 500. 0 600. 0
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Sample: 18 Vial:1:6 ID:

File:MS44577 Date:12-Mar-2018 Time:10:23:21

Description:J.SHEN JSS 5R

Printed: Mon Mar 12 13:36:24 2018

Sample Report (continued):

Peak ID Compound Time Mass Found
14 2.49

14: (Time: 2. 49) 1. 9e+003

100 105.1

Peak ID Compound Time Mass Found

15 2.56
15: (Ti me: 2. 56) 1. 7e+003
100 105. 1
E 115.1
£ 504
] 120.1 312. 4
- (o 152.2 2081 330- 3357 3 445.0 5011 o
] ‘ “ 181.0 2865.3 | | | £ 588.1  647.4
O ‘Iupm 1l i | i H‘“L‘ Ly ” Il ‘H hHLH \‘H\H‘HI\HHHHH Ll HHH‘\‘”\H it bty gl ‘\Hmh b “L | W i HHHN“M l I ‘h‘\Hw\“umhmuimm \“HL\HM\‘HMMM\HJ\‘\HMH\"\HHH\‘HHH\HHM.\HH\H'ILH\”LHL\ ‘Hmimmimmmhmh‘wummul\\ sl bttt s g m Z
100 0 200 0 300.0 400.0 500. 0 600. O
Peak ID Compound Time Mass Found
16 2.68
16: (Ti me: 2. 68) 2.7e+003
100~ 372.4
s 5]105.1
] 143.2 373.3
E 153.1 208.1226.0
] 332.3 .
1] ‘\ ( ( ~~ 284.3 4023 45734721 550.2 6285203 4
O m;m\ni 1 mlm\H'H\‘mu'hmhwi\\\‘\w\i\ D st d s g i Dot bty gl o 10y sy \h MMH" e ‘u" ‘un'm\mimm"n”‘\.\'\ ‘\H;mmw;uh “‘I | s s e h;mmi‘ﬁ; B MIHHH\' Sy —p /m
100.0 200.0 300 0 400.0 500. 0 600 O
Peak ID Compound Time Mass Found
17 2.75
17: (Ti me: 2. 75) 3.3e+003
1004 1021 372. 4
< 50 143. 2 326. 4
] 373.3
E 153.1 208.1226.0 369. 4
Oiu ull \‘m L J \‘w/\ ‘w I 284\“ > L I 403 S 4752 542.3 586.5 020 5646 °
0 d g0 gl Mo ldan 10 st hiblu ool gt oyl Ungdobl gt gl il i bty !
L

I e e e B LA A B S T L | el hoaly "i""i““":‘ mwlwlmlu jratls iy i o | TR mlmwlm o “:‘“:‘ HI\ \I il \Ii Iu‘lml ‘\IHI b f | m Z

100.0 200.0 300.0 400.0 500. 0 600. 0
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Sample: 18 Vial:1:6 ID:

File:MS44577 Date:12-Mar-2018 Time:10:23:21

Description:J.SHEN JSS 5R

Printed: Mon Mar 12 13:36:24 2018

Sample Report (continued):

Peak ID Compound Time Mass Found

21 3.10
21: (Time: 3.10) 1. 6e+003
100t105.1
° 115.1
N ]
= 507 ( 143.1
] 153.1 226.0
] 413.3 457.4
] 517.3 554. 4
181.0 ‘ 228.0 313. 1340 2 369.3 496. 4
O Aumlmh \i ‘M \hl | I‘“ I( L bbbt ot b st gt ot atugd ‘/ il il i1 ot ol o ol ‘ ‘H RRTY m‘ \\“m\‘mhh\lnhdn I J““m NTTIRAY RR (7 o ‘“\Km‘ alll it K\ TR AT ”\m“‘?%ﬁo‘\‘.h ?%‘6#12.2 2
100. 0 200.0 300.0 400.0 500.0 600. 0

Peak ID Compound Time Mass Found
4 1.13

4: (Time: 1.09) 3. 2e+002

100 174.9

507. 0 566. 1577 1590. 4630.9

0 B mz
100.0 200.0 300.0 400. 0 500. O 600 O
Peak ID Compound Time Mass Found
5 1.44
5:(Tinme: 1.44) 5. 6e+002
100 175.0
91.1
113.1
S 50 181. 0209 1249.0
( d ‘ 311.0 378.9 4470 510.8  ggg 6 500.0
0 ” H\Hﬂ H\\Iu HMU\ i \‘\ \MH M\m M\IM bl m ol \uhwummummlMd A ot w7
100.0 200.0 300.0 400. 0 500.0 600.0
Peak ID Compound Time Mass Found
8 1.88
8:(Tinme: 1.88) 3. 3e+002
100~ 242.2
191.0
] 175.0 262.9
£ 504 1169 180. 9 310.2
] r ’ 384.9 431.2
E 442.9 505.8 574.7 613.7
g U
05’ M MHH H\\H“m H\W\‘H ! IWMIWH“M W\MLM M l L\H il ﬂ g bl oo s o LA n 7

100.0 200.0 300.0 400.0 500. 0 600. 0
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Sample: 18 Vial:1:6 ID:

File:MS44577 Date:12-Mar-2018 Time:10:23:21
Description:J.SHEN JSS 5R

Printed: Mon Mar 12 13:36:24 2018

Sample Report (continued):

Peak ID Compound Time Mass Found

14 Found  2.49 419.00
14: (Time: 2.52) 2. 2e+004
100 419. 9
L 507
é 420.9 oo o
1 117.0 1750 56 9239.9 2935 338.0 417. 1f422 9\( 537. 3555 9 601 3 6240

O = ‘T””‘l“‘l”l”‘l‘| LN B B L LA L B B B B S |“i”“|”| LI — LI S B | ”‘| L — Hb—sip—— T |‘|/| T |mz
100 0 200.0 300. 0 400 0 . 600. 0
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