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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

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

C:16-16 H:0-200 N:0-10 ©O:0-10 S:2-2 Br:1-1

J.SHEN JSS 6R

MS44578 79 (2.424) 2: TOF MS ES-
100~ 413.9676 2.05e3
411.9683
%_
. 459.9793
414.9696
/
415.9726
| 460.9836 4799667
429.9743  441.2766 '
378.0202 397.2234 4979175 5570477  549.9330
0 m/z
370 380 390 400 410 420 430 440 450 460 470 480 490 500 510 520 530 540 550
M ni num -1.5
Maxi num 5.0 10.0 50.0
Mass Cal c. Mass PPM DBE i-FIT For nmul a
411. 9683 411. 9677 0.6 1.5 9.5 2.3 Cl6 HI5 N O3 S2 Br
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Openlynx Report - Page 1
Sample: 19 Vial:1:7 ID:

File:MS44578 Date:12-Mar-2018 Time:10:28:18

Description:J.SHEN JSS 6R

Printed: Mon Mar 12 13:40:52 2018

Sample Report:

Sample 19 Vial 1:7 ID File MS44578 Date 12-Mar-2018 Time 10:28:18 Description J.SHEN JSS 6R

1: TOF M5 ES+ :TIC (13) 2. 6e+004
38%
15
100 2.54 (1% 17y (19)
2.76 5% 3%

2.90 3.03
/
80 (2)  (3) (9
20% 9% 6%
1.06 1.181.33

%

60
L e A A e B e e s e T B s AL T s N
0. 50 1.00 1.50 2.00 2.50 3.00
Peak Number Compound Time AreaAbs Area %Total Width Height Mass Found
2 1.06 7e+002 19.69 0 3e+003
3 1.18 3e+002 8.70 0 3e+003
4 1.33 2e+002 5.80 0 2e+003
13 2.53 1e+003 37.52 0 8e+003
14 2.68 3e+002 9.84 0 4e+003
15 2.76 4e+002 10.21 0 4e+003
17 2.90 2e+002 5.32 0 2e+003
19 3.03 1le+002 2.92 0 1e+003
1. TOF MB ES+ :413+436+414 (17) 1. 5e+002
50%
100 2.90
80 (11)
16%
S %0 (4) (5) (o 1)
40 4% 6% 2% 021
1.301. 45
20
A e e e I s e e s i sl N 11
0. 50 1.00 1.50 2.00 2.50 3.00
Peak Number Compound Time AreaAbs Area %Total Width Height Mass Found
4 1.31 1e+000 3.56 0 1le+001
5 1.45 2e+000 5.81 0 8e+000
6 1.90 6e-001 2.04 0 7e+000
7 2.04 6e-001 2.05 0 9e+000
11 241 4e+000 16.12 0 3e+001
13 2.53 5e+000 20.32 0 4e+001
17 2.90 le+001 50.10 0 9e+001
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Sample: 19 Vial:1:7 ID:
File:MS44578 Date:12-Mar-2018 Time:10:28:18
Description:J.SHEN JSS 6R
Printed: Mon Mar 12 13:40:52 2018
Sample Report (continued):
2: TOF M5 ES- :TIC (13) 4. 4e+004
81%
100 2.55
80
X 60
40
20 | 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 ITE
0. 50 1.00 1.50 2.00 2.50 3.00
Peak Number Compound Time AreaAbs Area %Total Width Height Mass Found
2 1.07 8e+002 18.55 1 2e+003
7 2.06 2e+001 0.53 0 4e+002
13 2.55 4e+003 80.71 1 2e+004
16 2.82 le+001 0.21 0 2e+002
2: TOF M5 ES- :413+458+412 4. 3e+003
100 (12);100% 413. 0(28% ; 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 ne
0. 50 1.00 1.50 2.00 2.50 3.00
Peak Number Compound Time AreaAbs Area %Total Width Height Mass Found
12 Found 252 1e+003 100.00 1 4e+003 413.00
5: WV Detector: TIC 3.409e+1
(1) Range: 3.409e+1
0.65 44%
0.81
3. Oe+1 N
(12)
56%
-  2.0e+l 413. 0( 28%
< 2.50
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 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 0.81 9e+004 44.16 0 1e+006
12 Found 250 1e+005 55.84 0 5e+006 413.00
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Sample: 19 Vial:1:7 ID:
File:MS44578 Date:12-Mar-2018 Time:10:28:18
Description:J.SHEN JSS 6R
Printed: Mon Mar 12 13:40:52 2018
Sample Report (continued):
5: UV Detector: 244 264 6. 34e-1
Range: 6. 34e-1
(12)
6.0e-1 89%
413. 0(28%
2.50
4.0e-1
)
< (1)
(10)
0. 80 2.18
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 rTe
0.50 1. 00 1.50 2.00 2.50 3.00
Peak Number Compound Time AreaAbs Area %Total Width Height Mass Found
1 0.80 2e+002 0.68 0 5e+003
1 0.82 2e+002 0.60 0 5e+003
7 2.07 5e+002 1.69 0 8e+003
8 2.10 4e+002 1.35 0 9e+003
9 2.12 3e+002 1.02 0 9e+003
10 2.18 1e+003 3.80 0 3e+004
12 Found 2.50 2e+004 88.91 0 6e+005 413.00
16 2.86 2e+002 0.75 0 5e+003
18 3.00 2e+002 0.59 0 5e+003
19 3.02 2e+002 0.61 0 5e+003
Peak ID Compound Time Mass Found
2 1.06
2:(Time: 1.06) 3. 0e+003
100- 105.1
© 505 143. 2
] 146.1 20 224.0 393. 2
- \ ( 1 ' 305.1 349.2 '© 437-2 481.2 535 3 g9 4 609. 5 634.6
O;hmmtu bl Hhm‘luhh\H\hi“m\hﬁ\m I“‘ ‘l“ :‘ “IL E““l\\‘l;\‘ MI‘ HIH bl st} I‘ ‘l ol L IH‘ { a, w‘Hmu;\‘u‘Llummh\umluw w“m;‘h uy ‘| ‘ ml\m‘ml‘\m e Iml IR T Imhi” NN | m Z
100.0 200.0 300.0 400.0 500.0 600. 0
Peak ID Compound Time Mass Found
3 1.18
3:(Time: 1.18) 2.9e+003
100 105.1
143. 2
X 50
146.1 208.1
4 224.0
1 T— A 3304- 1 437.2 481.2 52“7’ 3 569.3 613.3 677, 1
O m b ‘h h s MIH‘LLN him‘ﬁ‘ T ‘:“ ‘:‘H| L gl gy T “l‘ 1 ‘| L — IH‘“‘| LI ‘i””'”i‘”” L | | | | 1 L‘| oot |”‘” ‘i”‘h“l”‘ R '”‘i”” ‘|‘ L B 1
100 O 200.0 300.0 400.0 500.0 600. 0
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Sample: 19 Vial:1:7 ID:

File:MS44578 Date:12-Mar-2018 Time:10:28:18

Description:J.SHEN JSS 6R

Printed: Mon Mar 12 13:40:52 2018

Sample Report (continued):

Peak ID Compound Time Mass Found

4 1.33
4: (Time: 1.33) 1. 5e+003
100t105.1
L 507 143. 2
] 208.1
E 146.1 224. 0 468. 0
1 ‘ | ( 281.0 354 0 399.9 450.0 "7 499.0 608. 6
0 \\lehhl ‘\IHH‘\I“HHH‘:HMLM:\ HH.I‘\nulimIﬂw.w;‘hmImu‘mMI\IWHM IM s g o Lol I il k\ Lol sy i ul\w(\ R Hi(uk st ittt m z
100.0 200.0 300.0 400.0 500.0 600.0
Peak ID Compound Time Mass Found
5 1.45
5:(Time: 1.45) 1. 4e+003
100 105.1
115.1
o s
s 50 143.1
146 1 208.1 2240
‘ “ ‘ 378 0 354 0 393. 2 420.0 481 3 514.0 558.0 621_8638.8
O AITPRRAIA A e ‘\ Wl ik \H‘ M“\H\IJ IH\ \I H \‘L e I\‘H‘ ‘ y I‘ L I\H\ it JI ul. s 1 1 Ljudh g Hm\u\l\MHWWH\ TP I\ m meml‘ il Hmmrmh‘amH“nmlumu \\I\i\u/ui\\muIHhHhIHm\ . ”‘4”? BT TIRRE T AT Ao m Z
| | | I | | [ | |
200 0 300.0 400.0 500.0 600.0
Peak ID Compound Time Mass Found
6 1.90
6: (Time: 1.90) 2. 6e+003
100t105.1
143.1
N 50
] 146.1 208.1242.3
3 / 244.2278 0
] s .
] |153.1 \\ 2 349.2 3912 432.2 §58 0493.0 525.2 | 604.0 644.8
O,Mnm‘ﬂ it il u\” [ ‘H J ‘ ‘ “ ‘” ‘ \ I ‘\ Dt 1 \;Hmm'mmi iy . f o s " \mh | R . | m Z
100.0 200 O 300.0 400 O 500.0 600 O
Peak ID Compound Time Mass Found
7 2.04
7:(Time: 2.04) 2.9e+003
100 105.1
° 143. 1 .
< 50 274.3

146.1 208.1228.1 |275. 3

321.0 469.1 589.5623.0
0 hl Luaglll H\h S Hmu Ll I‘ 1 .' I » “ \HH ity uh iyl H( “ ./. m ‘Ium,mm‘;w?vsa?i‘wimlz‘ ptipaps tp i o “.\. " SIOCI) .3 b g1 |5,§9, ,3,/ . ."“./. iy m Z

100 O 200 0 300 O 400.0 500. 0 600.0
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Sample: 19 Vial:1:7 ID:
File:MS44578 Date:12-Mar-2018 Time:10:28:18
Description:J.SHEN JSS 6R
Printed: Mon Mar 12 13:40:52 2018
Sample Report (continued):
Peak ID Compound Time Mass Found
11 2.41
11: (Time: 2.41) 3. 4e+003
100+ 105.1
. ] 115.1
> 50§ s 143. 2
] ~146.1 508,0226.0  308. 7 334 1
: ‘ 1173.0 ( ) 349.2 4371 4931 547 3582 0 620 3638.6
O;H\mlm Ii |\HH‘\HLMIJHLWHM\MH‘I" I‘ I |‘ I“ 1 ““ W‘ ‘ Iy “I " ”“ “' ‘m-L “ “ il / | Iy ‘I i ”' “I ¥ il | 4 byttt ‘mllmmlmm.immlm.m{mhlnmmim\mlmml.m(mml m Z
100.0 200 O 300 O 400. 0 500.0 600.0
Peak ID Compound Time Mass Found
13 2.53
13: (Time: 2.53) 3. 6e+003
100 105.1
° 115.1
= 50 s 334.1
146. 1 996. 0 209. 4
144°: 335.0371.3
J 173,177 > 439.0  495.1 556.1 ggo 0 649. 6
P e 1 L 1 I‘ I“ I“ ] ‘I I ‘I | “I I““‘ ‘I TR ‘I“‘I ‘H\‘HJLHl ‘l il h‘l I‘ I "“‘l il l‘ HI‘ “I H “‘ \‘\‘H st s s mh' Hu I\ up um;um\w.‘lemu\l m Z
100.0 200.0 300 0 400.0 500 O 600. 0
Peak ID Compound Time Mass Found
14 2.68
14: (Time: 2.68) 3. 1e+003
100- 372. 4
S 504105.1
% 143 1 - 373.3
: ‘ ‘ 208.19°% % 284.3 326.3 402. 4 428.2 4802 540.5 584, 4601.4 639. 5
O A“'. “““i" “.“““L‘““‘.““L ‘i“””‘i“” e “.““”“i“““‘.‘“““‘i““‘ “‘l“““%“““‘,“‘ S “.‘“““&“‘ e |““‘.“ .‘“““‘.L “‘}”“““i‘ by ‘ ‘ T e ety - “ SR e ./ 1 m Z
100.0 200.0 300.0 400 O 500. O 600. 0
Peak ID Compound Time Mass Found
15 2.76
15: (Time: 2.76) 3. 4e+003
100+ 105. 1 372. 4
o ] 143. 2
> 50 .
° ] 152.1 508 1 320.4 373.3
= 153.1 327.3
i (173 1 ( \r228 1284. 3 ‘/ | ]292:3 4575 5014 54? > 586.4 630.4 g46. 3
O Lw “I | ey | ‘ y bl ‘ ‘\ pulu \ il 1y M LAt ‘hﬂ”h”‘i””"i J‘ ! ‘:‘ Ih i pually i I\ bl s s by ‘m I”“I \\mlnmH\I\HHH\IH‘\‘MIH\M\IHMmul\Im\I\ ity /l m 7
100.0 200 0 300 O 400. 0 500. O 600.0
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Sample: 19 Vial:1:7 ID:
File:MS44578 Date:12-Mar-2018 Time:10:28:18
Description:J.SHEN JSS 6R
Printed: Mon Mar 12 13:40:52 2018
Sample Report (continued):
Peak ID Compound Time Mass Found
17 2.90
17: (Time: 2.90) 2. 9e+003
100 105.1
° 115.1
= 50 152.1
996, 0 400. 4
153.1 : 399, 4/401. 4
| 242. 3 312, 3369.3 \ 457. 3 501. 3 542 4 564. 3 633 2 649. 2
g \.mm‘H“MMMHLMHHH My b i I il “I '(‘I s i lemwwm m{mukhmlmhk“ww i I‘JL ‘\W.ulw I i o bpudil Im z
200.0 300 O 400. 0 500 O 600 O
Peak ID Compound Time Mass Found
19 3.03
19: (Time: 3.03) 3. 4e+003
100 105.1
o 115.1
= 50 152.1
153.1 226.0
Imie 2223, 313:2 3572 3993 g21.2 517.2554.3 6332 649.3
gl o0 o b 0 s I‘ ‘I" 1 bl lly wl Ly o byl L g g Y oy 1 sl z
100.0 I 20C|). 0 30(|) O 400 O "’ 500 O ” 600 O I
Peak ID Compound Time Mass Found
2 1.06
2:(Time: 1.07) 4. 8e+002
100 175.0
91.0
¢ 113.0
s 50 125.2° 1180.9 249.0
317 0 378.9
TG YT AT TN O A
0 ‘ M } ‘\ H H‘ Nm HM\‘ HH“] HHIU H I\\H\M HJHH\H”\“M \‘ i \‘M Jul \\hi\‘du\\ M MM\”W U il hum\\”l‘ T m‘h”\MHU\MI il M\ MMM saliall w7
100 0 200.0 300.0 400.0 500.0 600. 0
Peak ID Compound Time Mass Found
7 2.04
7:(Time: 2.06) 5. 1e+002
91.0
1004 ( 175. 0 265. 1
117.0
145.9
X 50 309. 2
193.2 397.2
T Y T P SO i
[ TP Ll il
100.0 200.0 300.0 400. O 500.0 600.0
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Sample: 19 Vial:1:7 ID:

File:MS44578 Date:12-Mar-2018 Time:10:28:18

Description:J.SHEN JSS 6R

Printed: Mon Mar 12 13:40:52 2018

Sample Report (continued):

Peak ID Compound Time Mass Found

12 Found 2.52 413.00
12: (Tine: 2.52) 1. 8e+004
100, 412.0
L 507 460. 0
] 218, 9 414.91461. 0
1 116.9 146. 0 -9235 9 265.1 411. 2 / 649. 8
O 1 I‘ ‘IH IlH‘I“hu‘hl‘m”Hi”m“l‘M”I‘ HIHMIH“”I‘M I‘M IM T i“ I““hl ‘I‘ ”IWHI Hi‘ ‘IM‘I ‘I‘ I3‘:3I4.‘I‘ ‘C)i“ T * T * i‘h IHHI \'ﬂ ‘Hil “lh T ‘i‘ H‘ IH Nh‘ I‘MHI IH”I H‘I‘?ﬁiai‘.h 9/?>6I1: 9|/I6()|1: 3' | m Z
100. 0 200. 0 300. 0 400. 0 500. 0 600. 0
Peak ID Compound Time Mass Found
16 2.82
16: (Tine: 2.82) 5. 9e+002
100, 117.0
o ] 145.9
S 504 293.2 353.2
] 174.9
1 191.3249.0 451.1486.4 529.1 955.1 595 1 641.3
‘\“ “”

mz

100.0 200.0 300.0 400.0 500. 0 600. 0
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