Elemental Composition Report

Single Mass Analysis

Tolerance =10.0 PPM / DBE: min =-1.5, max = 50.0

Selected filters: None

Monoisotopic Mass, Even Electron lons

148 formula(e) evaluated with 1 results within limits (all results (up to 1000) for each mass)

Elements Used:
C:15-15 H:0-100 N:0-10 0:0-15 S:2-2 Br:1-1
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Openlynx Report - Page 1
Sample: 5 Vial:1:11 ID:

File:ms45349 Date:11-Apr-2018 Time:10:30:34

Description:X.HU S1 5T

Printed: Wed Apr 11 13:43:18 2018

Sample Report:

Sample 5 Vial 1:11 ID File ms45349 Date 11-Apr-2018 Time 10:30:34 Description X.HU S1 5T

1. TOF MB ES+ :TIC 4. 0e+004
100 (12); 100% 433. 0(38% ; 2. 24
80
< 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 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 2.24 4e+003 100.00 1 2e+004 433.00
1: TOF MB ES+ :433+456+434 2. 7e+002
100- (11);90% 433.0(38% ;2. 16
75
S 50] (4 (17)
] 3% 4%
] 433.0(0% 2.88
257 M
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
2 0.81 4e-001 0.65 0 5e+000
3 Tentative  0.93 4e-001 0.53 0 5e+000 433.00
4 Tentative 1.18 2e+000 2.81 0 2e+001 433.00
6 1.45 3e-001 0.49 0 5e+000
7 1.55 4e-001 0.58 0 6e+000
8 1.67 2e-001 0.27 0 3e+000
11 Found 2.16 6e+001 90.22 1 2e+002 433.00
17 2.88 3e+000 4.45 0 2e+001
2: TOF M5 ES- :TIC 1. 1e+005
- ~(12)
100: 7204
1 433. 0(38%
75+ 2.25
' (14)
X 50+ 4 15%
5% 2.42
. 433. 0( 0% a
25+ 1.17 1.44
] AN
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
3 Tentative  0.95 6e+002 1.91 0 4e+003 433.00
4 Tentative 1.17 1e+003 4.81 0 5e+003 433.00

5 1.44 7e+002 2.30 0 4e+003



Openlynx Report - Page 2
Sample: 5 Vial:1:11 ID:
File:ms45349 Date:11-Apr-2018 Time:10:30:34
Description:X.HU S1 5T
Printed: Wed Apr 11 13:43:18 2018
Sample Report (continued):
9 1.76 1e+003 3.76 0 3e+003
12 Found 2.25 2e+004 72.36 1 9e+004 433.00
14 2.42 4e+003 14.87 1 1e+004
2: TOF M5 ES- :433+478+432 2. 1e+004
100 (11); 100% 433. 0(38% ; 2. 20
757
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 rTe
0. 50 1.00 1.50 2.00 2.50 3.00
Peak Number Compound Time AreaAbs Area %Total Width Height Mass Found
11 Found 2.20 7e+003 100.00 1 2e+004 433.00
5: WV Detector: TIC 2.278e+2
Range: 2.278e+2
(11)
80%
433.0(38%
2.19
1.5e+2
- (10)
< 1. 0e+2 20%
2.07
5. 0e+1 >
O'OI""""I""""I""I""I""""I""""I""Tirre
0. 50 1.00 1.50 2.00 2.50 3.00
Peak Number Compound Time AreaAbs Area %Total Width Height Mass Found
10 2.07 3e+006 20.10 0 4e+007
11 Found 2.19 1e+007 79.90 0 2e+008 433.00
5: UV Detector: 244 _264 5. 023e+1
Range: 5.023e+1
(1)
99%
433. 0(38%
4. 0e+l
Oe 2.19
)
<
2. 0e+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 0.72 5e+003 0.24 0 8e+004
3 Tentative  0.95 5e+002 0.02 0 9e+003 433.00
8 1.64 5e+002 0.02 0 1le+004
11 Found 2.19 2e+006 99.00 0 5e+007 433.00
13 2.37 6e+002 0.03 0 2e+004
15 2.55 1le+004 0.46 0 2e+005
16 2.70 2e+003 0.08 0 5e+004
17 2.84 1e+003 0.06 0 3e+004



Openlynx Report - Page 3
Sample: 5 Vial:1:11 ID:
File:ms45349 Date:11-Apr-2018 Time:10:30:34
Description:X.HU S1 5T
Printed: Wed Apr 11 13:43:18 2018
Sample Report (continued):
18 3.10 5e+002 0.02 0 2e+004
19 3.14 2e+003 0.07 0 5e+004
Peak ID Compound Time Mass Found
2 0.81
2:(Time: 0.81) 1. 5e+003
1005 120.1 157.1
L 504
] 159. 2 214, 251 .
- 161.7 279.1 319.0 454. 1
ol { o T ol 2190 a0 24272 450 L5052 5220 609.9645.0,
100.0 200 0 300. O 400 0 500 0 600 0
Peak ID Compound Time Mass Found
3 0.93
3:(Time: 0.93) 2.2e+003
100- 120.1
] 157.1
L 504
] 159.2 214.0 oys5. 0282 0
1 . 447.8 493 0 570. 8
OA‘“;‘“-‘L‘i””“q"” “‘” H'i“””‘ H\‘ | ””‘ It “ “ “ ‘Hl by r ‘H " ‘“ﬂ‘m‘u“"”‘i““ |/|3:||-2. 9 ﬁ.“3.9:.l- 3|4(|)4: " 9“(‘. s .“.‘””I” o ,,54,.5| 9I I/I |6|2:|L I]_HI 6I3rz{
100.0 200 O 300.0 400 0 500.0 600 0
Peak ID Compound Time Mass Found
4 1.18
4: (Tine: 1.18) 2. 6e+003
100 120.1
X 50 157.1
208.1 393.2 437.2 541.2
) 305 1 481. 2  497.2 611.0
O I ‘Ii i ‘ ‘ ‘ “ sy I‘ Mt } |“” " \34\.?\ \Iw2HMIh Hll\L ‘HI ‘: ‘\ ‘L \HHHI\ iy ‘”:“': \hl g L I/ - | E?w6|9 2|/| " -/|6#f32.3
100.0 200 O 300.0 400. O 500.0 600 0



Openlynx Report - Page 4
Sample: 5 Vial:1:11 ID:

File:ms45349 Date:11-Apr-2018 Time:10:30:34

Description:X.HU S1 5T

Printed: Wed Apr 11 13:43:18 2018

Sample Report (continued):

Peak ID Compound Time Mass Found

6 1.45
6: (Time: 1.45) 1. 6e+003
100+ 120.1
L 507 157.1
- 208. 1
] 251.0269.0 318.1 409.2 458.1 603. 4
O Tl ol I ‘ I H‘ Ll ”\h‘hh”‘”u ‘ (TRTRIRRIT T lh\ﬂwH\JUH‘\HHH‘Hmmh‘wh L\u“ Hm\um\m At mmmm‘mm\‘mhm wealll il it 11 ‘\\\‘3\?\]\:\\.\4‘%n44 ol Lt 0 1101, m/‘ i “‘\‘\?9‘9:‘\.3‘ i e 10 bers 57? N %.‘ /”‘ e m Z
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 |
100.0 200.0 300.0 400.0 500.0 600.0
Peak ID Compound Time Mass Found
7 1.55
7:(Time: 1.55) 2. 7e+003
100+ 120.1
L 504
] 143.2157.1
= 214.0
. 251.0 282.0 365.1 509. 2 590.2 636.2
jmnumhhl mm‘m”l \I‘HH hllh\ HI“‘ |1|8CI)L. 21‘ f‘“““.“””‘. ‘“I ‘I‘ | I‘ I“ ) \;\KI ! :?34%.|2| " /. ; .anm\f.?:g: ]I-Mmmlmmmlimma‘uﬁ\%\‘]\::mi%uimm‘m\ T "‘I‘5'69L'H"2'/i‘ P ./. i m z
200.0 300.0 400.0 500.0 600.0
Peak ID Compound Time Mass Found
8 1.67
8:(Time: 1.67) 3. 0e+003
100- 120.1
s 507 157.0
= 161.5214.0 245.0 332 1 648, 2
O,:Ln.m.\m ‘hh l'll'l‘ll d}ﬁwm \l\\umlﬂm-\i\\u\‘llwhh\llm‘ull . KI“ " ; '\‘\\\\3'0?‘.' 9' by sy 3'89'\ ; |2m;m4":§‘% :"“?‘Im” mﬁz‘g;:m% mmlh 5'%9."? ; m‘i‘??‘%‘. ;%”" . IH6 :‘I:S‘):h ‘6' s ‘I/m .Z
100.0 200.0 300.0 400.0 500.0 600.0
Peak ID Compound Time Mass Found
11 2.16
11: (Time: 2.16) 5. 9e+003
100 417.9
E 120.0 413.9
o ] . N
s 507 458. 9
= 459. 9
] 157.0175. 1 578 1 301.2 343-3 386.0 ’ % ?04- 0 548.0.c ¢ ca6 s
0 HHMHHHLHH‘hmmHHH\UMHHHP\Hmi\ uh‘ulw ”””‘l”m““‘“'.‘H”“”i‘“”‘ gy w‘w;wmmlw ‘I gl \\thu“”‘l‘h lpadbjuind “‘I “ I b .L " ‘wwmiwmw\‘ m.m‘\‘hmmh ‘ I Ih" phudy Lgall I e i i. '

el plsoppunth sprspupasgsn Y] 7
100.0 200.0 300.0 400.0 500.0 600. 0

st oy B i
TR



Openlynx Report - Page 5

Sample: 5 Vial:1:11 ID:
File:ms45349 Date:11-Apr-2018 Time:10:30:34
Description:X.HU S1 5T

Printed: Wed Apr 11 13:43:18 2018

Sample Report (continued):

Peak ID Compound Time Mass Found
12 2.24
12: (Time: 2.24) 5. 9e+003
415.9

100+

9990 5041 558.8%7 -0 6416
bl sy ‘””i‘ “:“““:‘”““:““””:‘“”‘“‘|”“‘i‘”‘“‘i“‘” LI R s S B S e | m
600.0
Peak ID Compound Time Mass Found
17 2.88
17: (Time: 2.88) 3. 7e+003
100 120.1
> 50
157.1 372. 4
| 20?-1?26'0 279.2 326.3 w 7284 459.2 503.3 542.3 607.3 649 4
Oty b g s sl gl gl “‘-.””“*‘w”-.”””i‘-”“‘a-”*‘.‘”““‘”r”””w”‘””i"‘“”w“”“.‘““m.‘“”“”a “‘, e L T e e e e Tl 1) 4
200.0 300.0 400.0 500.0 600.0
Peak ID Compound Time Mass Found
3 Tentative  0.93 433.00
3:(Time: 0.95) 2. 6e+002
91.0
100 (7
2.0 174.9 202.9
¢ 5o M w{112.9 N/ 219.0 556 g (09.0 3792 403.1 L o S17.9 ooy o
: )?MwmwI)WWMHWW|MWNWMWW”WMNWMMMWMMMwmwmwnmhmmz
100.0 200.0 300.0 400.0 500.0 600.0
Peak ID Compound Time Mass Found
4 Tentative  1.18 433.00
4: (Tinme: 1.17) 2. 0e+002
91.1
100 (7 175.0

96.9

146.9 240.3  273.1

| MHW i 90601 15

Dl e i

A ! il
100.0 200.0 300. 0 400.0 500. 0 600. 0

499.6 540.3




Openlynx Report - Page 6
Sample: 5 Vial:1:11 ID:

File:ms45349 Date:11-Apr-2018 Time:10:30:34

Description:X.HU S1 5T

Printed: Wed Apr 11 13:43:18 2018

Sample Report (continued):

Peak ID Compound Time Mass Found
5 1.44

5:(Time: 1.44) 3. 5e+002

91.1
100

175.0 513 ¢

2 50 272.0
( 318.8 367.0 429.1 470.9506.8 529. 8
0 H mu H”H J\H MAAA \ ‘ ‘ ‘ ' ‘ ‘ LHH\MHNH ikl m z
100.0 200.0 300.0 400.0 500.0 600.0
Peak ID Compound Time Mass Found
9 1.76
9: (Time: 1.76) 1. 7e+002
100 90. 9 175.0
7 117.0
140. 7 218.9
267.8

405.1 447-8 4753 459 4

560.3 625.6

645. 1

646. 7
0 ‘ il M il
100.0 200.0 300.0 400.0 500.0 600. 0
Peak ID Compound Time Mass Found
11 Found 2.16 433.00
11: (Time: 2.20) 7. 4e+004
100- 434.0
X 50
] 435. 0
= 431 2 480.0
] . 513.9
117.0 160.0 224. 3241 S _ 308.0 3520 N 9\\ ;" 7564.0
0 T T T T T L P —————— Nz
100 O 200 O 300 O 400.0 500 0 600. 0
Peak ID Compound Time Mass Found
12 Found 2.24 433.00
12: (Time: 2.25) 7. 6e+004
100- 434.0
L 504
] 435. 0
E 431, 2[478. 03890
1 224.9 513 9
] 241 9 352 1 ‘
0 116 9 160 O NI . 308 O T( 564 O - iz

100 O 200 O 300 O 400 O 500 O 600. 0



Openlynx Report -

Sample: 5 Vial:1:11
File:ms45349 Date:11-Apr-2018
Description:X.HU S1 5T

Printed: Wed Apr 11 13:43:18 2018

Time:10:30:34

Sample Report (continued):

Peak ID Compound Time Mass Found
14 2.42

14: (Time: 2.42)

100 309. 2
265. 2
& 50 311. 2
266. 1 312, 2
146. 0 4 .
0 me117\. 0 / /175 0 236.2 h t\ ( AT
T I |‘M‘H|mw ‘rh “‘l“‘h‘l‘mul‘ M‘l“”“l” ‘ml‘l Hﬂlhh‘l‘mii‘ |MH“| . i” ‘l‘ ‘l ‘l‘ T ‘”I il |“ t i“ ‘i”‘ I |‘M‘| *

397.3 425.3 510.0 557.5 597.3 641.4

100.0 200.0 300.0
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