Elemental Composition Report Page 1
Single Mass Analysis
Tolerance = 10.0 PPM / DBE: min = -1.5, max = 50.0
Selected filters: None
Monoisotopic Mass, Even Electron lons
209 formula(e) evaluated with 1 results within limits (all results (up to 1000) for each mass)
Elements Used:
C:13-13 H:0-200 N:0-10 0:0-10 Na:0-1 S:2-2 Br:1-1
A.ZUBIARRE AZ 161 2
MS42761 73 (2.252) 2: TOF MS ES-
100~ 389.9334 9.06e3
| 387.9320
%_
| 390.9401
353.2251
391.9279
| 354.2296 397.2631 4252979 435.9773
‘ soooras PR M|, | 3082080 40897 azppnen ) ]
L L L B L L L L L L L B S B LU el 114
350.0 360.0 370.0 380.0 390.0 400.0 410.0 420.0 430.0
M ni mum -1.5
Maxi mum 5.0 10.0 50.0
Mass Cal c. Mass nDa PPM DBE i-FIT For mul a
387.9320 387.9313 0.7 1.8 8.5 59.6 Cl3 HI1 N O4 S2 Br
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Openlynx Report - Page 1
Sample: 15 Vial:2:11 ID:

File:MS42761 Date:09-Jan-2018 Time:10:57:57
Description:A.ZUBIARRE AZ 161 2

Printed: Tue Jan 09 11:45:47 2018

Sample Report:

Sample 15 Vial 2:11 ID File MS42761 Date 09-Jan-2018 Time 10:57:57 Description A.ZUBIARRE AZ 161 2

1: TOF MB ES+ :TIC (22) (23) 2.9e+004
(15) 28% 5%
0,
100 36% 2.76 2. 90

2.19

80
O\O
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 1 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 7e+001 2.80 0 5e+002
4 1.06 4e+001 1.69 0 7e+002
10 1.82 3e+002 12.70 0 4e+002
12 1.92 1e+002 6.06 0 1e+003
14 2.12 2e+002 7.20 0 1e+003
15 2.19 9e+002 36.09 0 6e+003
22 2.76 7e+002 28.09 0 3e+003
23 2.90 1e+002 5.37 0 2e+003
1. TOF M5B ES+ :390+413+391 (23) 2.2e+002
41%
100 2.88

(15) (18)
» 18% 18%
(13) 2.162.31 (19) (21)
4% 5% 1%
2.492.63

60 7
CRCIE
0 1. 82 1.99

%

40

20
T T T T T T T 1 [ 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 0.84 5e-001 1.28 0 6e+000
3 0.96 3e-001 0.70 0 4e+000
5 1.28 1e+000 2.67 0 1le+001
7 1.55 2e+000 4,77 0 2e+001
9 1.70 4e-001 0.95 0 5e+000
10 1.82 1e+000 2.65 0 1le+001
13 1.99 1e+000 3.64 0 2e+001
15 2.16 7e+000 18.21 0 6e+001
18 231 7e+000 17.70 0 6e+001
19 2.49 2e+000 5.11 0 2e+001
21 2.63 6e-001 1.44 0 1le+001
23 2.88 2e+001 40.89 0 1e+002



Openlynx Report -

Page 2
Sample: 15 Vial:2:11 ID:
File:MS42761 Date:09-Jan-2018 Time:10:57:57
Description:A.ZUBIARRE AZ 161 2
Printed: Tue Jan 09 11:45:47 2018
Sample Report (continued):
2: TOF M5 ES- :TIC 6. 3e+004
100 (17);100% 390.0(27% ; 2. 25
80
S 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 1 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
17 Found 2.25 9e+003 100.00 1 3e+004 390.00
2: TOF M5 ES- :390+435+389 4. 9e+003
100- (17);100% 390.0(27% ; 2. 25
75
8 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 1 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
17 Found 2.25 1e+003 100.00 1 5e+003 390.00
5: WV Detector: TIC 2.92e+1

Range: 2.92e+1

(1) (17 _
32% 51%
0.70 390.0(27%
2. 0+l 2.29
)
< (16); 17% 2. 23
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 1 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 0.70 4e+005 32.33 0 5e+006
16 2.23 2e+005 17.15 0 4e+006

17 Found 2.29 7e+005 50.52 0 2e+007 390.00



Openlynx Report - Page 3
Sample: 15 Vial:2:11 ID:

File:MS42761 Date:09-Jan-2018 Time:10:57:57
Description:A.ZUBIARRE AZ 161 2

Printed: Tue Jan 09 11:45:47 2018

Sample Report (continued):

5: WV Detector: 244 _264 3. 953
Range: 3.953
(17)
72%
390.0(27%
3.0 2.29
2 2.0 (16)
24%
1.0 2.23
N
/ .
0.04——— v+ 77—+ T T —r T 11— i e
0. 50 1.00 1.50 2.00 2.50 3.00
Peak Number Compound Time AreaAbs Area %Total Width Height Mass Found
1 0.70 2e+003 1.05 0 3e+004
1 0.73 1e+003 0.69 0 2e+004
6 1.50 3e+002 0.20 0 6e+003
8 1.63 9e+002 0.63 0 1le+004
10 1.80 5e+002 0.33 0 1le+004
11 1.84 4e+002 0.24 0 7e+003
16 2.23 3e+004 23.99 0 6e+005
17 Found 2.29 1e+005 72.12 0 4e+006 390.00
19 251 6e+002 0.41 0 1le+004
20 2.56 5e+002 0.33 0 1le+004

Peak ID Compound Time Mass Found

1 0.71
1: (Time: 0.71) 2. 8e+003
100t102. 1
£ 509
] 143. 1
7 |105.0 15 5 242.1
1|77 JP2 2081 560, 0272, 03121 545 (387.0424.0 510. 9 617. 8
O*‘v—r““"‘ gl ‘i””‘i“”“|“"|‘”‘u““”“u”‘i””|‘””‘“ H‘”|”‘l |‘ “‘| . | e | T |‘ N |‘i T T T T T—T T |‘| T T T T T ,rﬂZ
100. 0 200.0 300.0 400 0 500.0 600. 0
Peak ID Compound Time Mass Found
2 0.84
2:(Time: 0.84) 1. 2e+003
100t102. 1
E 143.1
X 505
i ] 151.0 224.0242.0
& /
] 196. 0 251.0
] { m | v 302.0 345.9 3912427, 2446 9 516.2 603.2 435, 8646. 5
OALMHM \Mimhl mul MMIJ H\Hi hlulu ‘Mkk‘m‘l\\..mkl‘\\mam‘\‘llhmukm‘H\I\M“I\“HM‘ gl bl o L \I\ w ol Lt \\I MRTIIA] qunl wlm.\l N / e iu . MIH‘INMi‘MI\ e m>‘ TN, |

100.0 200.0 300. 0 400.0 500. 0 600. 0
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Sample: 15 Vial:2:11 ID:
File:MS42761 Date:09-Jan-2018 Time:10:57:57
Description:A.ZUBIARRE AZ 161 2
Printed: Tue Jan 09 11:45:47 2018
Sample Report (continued):

Peak ID Compound Time Mass Found

3 0.96

3:(Tine: 0.96) 6. 7e+002

100- 214.0

130.4_ 2240

1 300.2 344.2

Peak ID Compound Time Mass Found
4 1.06

4: (Time: 1.06)

100- 214. 0
1102.1 224.0
] 143. 1
S 504 151.1
] 152. 1
] L 225'0261.0 344, 2 388.2 432.3
~ kbbbl £ i
Thllpds ‘\ H\HHH\ ‘iuh“hm\wmm Wm\mMm\\\muh\nhmm‘\\\‘\mm \h‘\‘H\mmm\uh\\wi\m IJ” I ‘I“ ‘”I“”‘I ”‘“‘;“ I l 1 Il | 'I” :H“ ‘;””””;“ “I” ‘I‘ L I“ f

388.2 409.1
(

il HM\HLHM‘A o AT Y

46? 0 507 5 546 O 590 6 634 0%16 9
Lol abugth Tl oo tw vl 100 aul b Ldi . im Z

1. 3e+003

476.3 520 3 541.2 587.8622.9
L ! uml”\\;\ s “\I‘ﬂmllwml lu l‘ i '/l il it \/\ ol ( i /m 7

649. 8

100.0 200.0 300.0 400.0

Peak ID Compound Time Mass Found
5 1.28

5:(Time: 1.28)

500. 0 600. O

1. 3e+003

102.1
100§ 214.0
- 143.1 224.0
3 ] 151. 0
L 501
] 208. 1
3 N 225.0 261.0
i }152 8‘ ‘ ( | 325, 1 346.0380.0 520.2 564.3 608.4 g5
O ‘HHHH ol ‘HM H‘ULL HH h ‘H\Hu\umi MHMHN H“\H H‘hl\ ‘HHM \‘H\‘HHH‘\ il uldibbad s HMHH\H\HHHhHMHH‘\‘” il ““i bl i \M i " I ‘ byt gl Hh ) ; MH Lyl | ‘\ it K.‘ m z
100.0 200.0 300.0 400 0 500 O 600.0
Peak ID Compound Time Mass Found
7 1.55
7:(Time: 1.55) 1. 4e+003
100+ 214.0
1105.1
E 143. 1 224.0
s 504 08,1 | |242.2
] 243.1 346.0 370.3
: 153.1 1 27323469 31 432.2 475.1 490 1563 595. 1630. 2
Ol | ! i H‘ M\H \MIHHH\ Lty o b gt L \HI‘M\HMHH‘MuhI\HMH\MHmmm\mmm Il ‘” il ”‘I il HI ol g " ‘Ih\\uu\iimhm'l‘ Luglialy ﬁ‘ HlmmlmA.mqmul m z
100.0 200.0 300.0 400.0 500.0 600.0



Openlynx Report - Page 5
Sample: 15 Vial:2:11 ID

File:MS42761 Date:09-Jan-2018 Time:10:57:57
Description:A.ZUBIARRE AZ 161 2

Printed: Tue Jan 09 11:45:47 2018

Sample Report (continued):

Peak ID Compound Time Mass Found
9 1.70

9: (Time: 1.70) 7. 7e+002

100- 105.1

214.0

%

50

ol bev b

.2
476.3 7" "521.2 585.3 625 3638.6

O ol Lol Hu\hmmuu\ i Wbt g vt Jdo B ol ¢ 116k m z
100.0 200.0 300.0 400 O 500.0 600.0
Peak ID Compound Time Mass Found
10 1.82
10: (Time: 1.82) 6. 3e+002
100- 242.3
1105.1 143.1 214.0
3 370. 3
X 505
© ] 152. 2 243. 2 315.2 343 2
K  153.2 SRS as23 520. 3
] | \ \\ \ \ 493. 2 ’ 579.2  636.4649. 2
O ‘\ h‘\H \‘H\ HH‘H ‘m\t.m ““\“HHH‘ n “M“H \HL\M ‘\‘LMMHI‘HU\LMHH‘HH\ \M‘H 1 H‘H \h \HH\\H‘ ‘h L/l L\h HH\‘MHI 1l ‘MHHA‘HHH\ HHMHH\‘ J\uuuu‘hhu\HM\Whm\m\” [l \HHM R h il Ll o o0t Lo Lborandy ol ol bttt ol o v \(m Z
100 0 200.0 300.0 400.0 500.0 600.0
Peak ID Compound Time Mass Found
12 1.92
12: (Time: 1.92) 3. 7e+003
100 301.3
N 50
105.1 302. 3
143.1 214.0  271.3
152 9 303 2
0 ‘H \M J e M‘ ‘ L L. LM 370 2 .2 475 2 491.1 557 2 601 5 616, 4
IM Ll Ui il b \h .| f H / r \ i 1 m '\ I " i ' m'n ¢ t o | o L Z
100 O 200 O 300 0 400 O 500 O 600 O
Peak ID Compound Time Mass Found
13 1.99
13: (Time: 1.99) 3. 7e+003
100- 301. 3
L 504
] 014.0 285. 3 302. 3
1105, 1 143.1
, 196. O 500.4 578.3 621.5
. 303.2
ol S e L] 3932 2 az7.2475.2 004 5783 60158205

100 O 200 0 300 0 400.0 500. 0 600 0
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Sample: 15 Vial:2:11 ID:

File:MS42761 Date:09-Jan-2018 Time:10:57:57
Description:A.ZUBIARRE AZ 161 2

Printed: Tue Jan 09 11:45:47 2018

Sample Report (continued):

Peak ID Compound Time Mass Found

14 2.12
14: (Time: 2.12) 1. 6e+003
100 343. 3
S 5041051 228.2 344 3
B 151.1 214.0 260 2 301.3 '
] 208.0 365.2 406.2 469 3 491.2 530.0 575.2 648. 3
] s Y | | el il e n828:0
% ot | dadud v bl bt bty ol T T L AL T [E T IO APTTEN [T T | FL A TR O MR I T T R R ARy SN ETET W AYRT A TY PN m z
400.0 500.0 600. 0

Peak ID Compound Time Mass Found

15 2.19
15: (Time: 2.19) 5. 6e+003
100- 343. 3
L 504
1 344, 3
4105.1 120. 1 228. 2 260. 2 329.3 |345.2 444.2 469. 3 553 1
170 20 N ' N 406.2 " 532.1 55 626.0637, 2
O [ h ] | il weor gt s o e d g ey Hm‘\hmuhmu ety “\.”w e Il M‘“ way ‘\Hm (| P T TR TR TR m‘\\nh it (e bty non g ol ot @ e w v e ey e, rT{ 7
L e e e B s B S B s L S s B A S A A
100. 0 200.0 300.0 400.0 500.0 600. 0
Peak ID Compound Time Mass Found
18 2.31
18: (Time: 2.31) 9. 1e+002
1005 105.1 329.3
] 120. 1
1 /
s 504 343.3 444.2
] 299.3 446. 2
] 151.9 296. 0 953. 2 397. 3 490.2 532.2
VTR o TR OO S AN
0 H\\Mlm H\MH”“\ i MHH\HM uwmmmm“\HhUmhMuH\'HMHMWM\ H\w\\\n‘”\h\\lh”\im\\\“”hh\\\”m Jl \H\M\H‘ H\Hw \m;“‘h‘\imh ol ‘\"L\\Hmhhhh\m\mu ‘hl\mm\l\‘uu\;M\m\” MHM‘MM\M “M\J\U\H Hh\ M‘m‘\L\\HmHHHL\‘Mm‘hhhmw\'\alh\m\m\ all ot i rm 7
100. 0 200.0 300.0 400.0 500.0 600. 0
Peak ID Compound Time Mass Found
19 2.49
19: (Time: 2.49) 8. 4e+002
100- 105.1
. 371.3
° ] 143. 1 357. 3
s 504 151.9
] 214.0 327.3
E 2 416.3427.2 490.2 628.5
412.1 ‘ 550.3 620.4 641. 3
0 MH\‘M‘ \ “Mu‘\ ai L \m\\mhh MW\‘W M\MH\‘M il \‘HL iyl o UL T R

100.0 200.0 300.0 400.0 500. 0 600. 0



Openlynx Report - Page 7
Sample: 15 Vial:2:11 ID:
File:MS42761 Date:09-Jan-2018 Time:10:57:57
Description:A.ZUBIARRE AZ 161 2
Printed: Tue Jan 09 11:45:47 2018
Sample Report (continued):
Peak ID Compound Time Mass Found
21 2.63
21: (Time: 2.63) 3. 5e+003
1004 288. 3 372. 4
; 244.2 371.3
X 504 105.1
- ] 289.2 373.3
3 120.1 245, 3 416 3
] ( ‘ 153.2 224.0/( 332.3 496.3 °40.5 584.5 605.4 647.3
O;Un‘\\lh I ‘iHHHM Mmuhi\\m w\hhu ‘mu wl‘ ;‘ i “: “I “I‘H“I“ \MW\ ‘HlmﬂuIimmh{hum\k HM i‘ ‘\hlmwlmmﬂ‘hWHMimHh\ L s Ll ulmu‘\ . “\IL \I\ Il HHI\I i H\Ii th M\I\H‘H. ksl b \H L ‘MM a1 m | /HH\ u\ all o /m Z
100.0 200.0 300.0 400 0 500 0 600 0
Peak ID Compound Time Mass Found
22 2.76
22:(Time: 2.76) 5. 9e+003
100 369. 4
X 50 372. 4
105.1 244, 2 398. 4
120.1 496. 4
1 288.3 326.4 416. 3 452. 4 540.5 647. 3
M ‘ ( L " ‘h h\ TRPTAROR |\|2‘2|§|. ?u ‘mlmmhlhmm . ‘IHHH‘\imH Lasg g ‘MI\ il A | ‘\ iy “““:‘”‘h‘”i““" h;u‘hlh M\IMM\‘\I\MM-\IJ‘L‘Hluxmuaﬂ‘\\hl\\ algult | g I‘\ | T :5\8I4\.I ?: 6I%?‘ |4.‘ o {m Z
100 O 200. 0 300. 0 400.0 500. 0 600. 0
Peak ID Compound Time Mass Found
23 2.90
23: (Time: 2.88) 4. 7e+003
100- 400. 4
£ 501 369.4 (401.4
1105.1
] 408. 4
. \ 115.1152.1 g8 3 312.4° 0% ( 452.4 496.4 620, 4
] 526 4
O A\nhy Hi“ ] ﬂhh A"mmwH‘mi\‘uwn.w\ o bl H\‘M T J s \ ‘\ o i ‘\ I'WL' MUHHHM"\ L‘ ‘L “\ \‘M il bl “\ H\ sttty by H \( m | ot | ‘649 I 5n1 Z
100.0 200 0 300 O 400.0 500 O 600. O
Peak ID Compound Time Mass Found
17 Found 2.25 390.00
17: (Time: 2.25) 2.2e+004
100- 389.9
S 505 265. 2
] 391.0
= 266. 1 4
{ 117.0 160.0 226.9.241.9 (332 M 436.09°3-0 507 9 553.3 607.5
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