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Single Mass Analysis

Tolerance = 15.0 PPM / DBE: min =-1.5, max = 100.0
Element prediction: Off

Number of isotope peaks used for i-FIT = 3

Monoisotopic Mass, Even Electron lons

446 formula(e) evaluated with 2 results within limits (all results (up to 1000) for each mass)
Elements Used:

C:14-14 H:0-100 N:0-10 0O:0-10 Na:0-1 S:1-2 Br:1-1

AZUBIARRE AZ 319 1 ES-ToF 09-Nov-2018
MS49541 76 (2.325) 2: TOF MS ES-
6.16e+003

100 401.9473 403.9428

% 405.9286

o 397.2774 398 2408 400.5667 1016496 ‘ 402.9490 404.9349 7 406.9888 409.1754 4105679 4124919  414.3066414.8073 417.9684 419.9651 4209437 .
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396.0 398.0 400.0 402.0 404.0 406.0 408.0 410.0 412.0 414.0 416.0 418.0 420.0 422.0

M ni mum -1.5
Maxi mun 5.0 15.0 100. 0
Mass Calc. Mass nDa PPM DBE i-FIT i -FIT (Norm) Formul a
401.9473  401.9469 0.4 1.0 8.5 88. 4 0.1 Cl4 HI3Z N O4 S2 Br

401. 9524 5.1 212.7  10.5 90. 6 2.3 Cl4 HIO N3 B Na S Br
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Openlynx Report - Page 1
Sample: 4 Vial:1:13 ID:
File:MS49541 Date:09-Nov-2018 Time:2::1::5
Description:A.ZUBIARRE AZ 319 1
Printed: Fri Nov 09 15:36:11 2018
Sample Report:
Sample 4 Vial 1:13 ID File MS49541 Date 09-Nov-2018 Time 2::1::5 Description A.ZUBIARRE AZ 319 1
1: TOF M5 ES+ : TIC Smooth (SG 2x2 9 2. 5e+004
(9)
51%
100 (6);44% 404.0(27%9,;2.31 2.61
80-
8 (1)
704 5%
= 0.71
505\““\““““\““““\““““\““““\““““\““““\““““\““““\““““\““““\““““\““\Tine
0. 60 0. 80 1.00 1.20 1.40 1.60 1.80 2.00 2.20 2. 40 2.60 2.80
Peak Number Compound Time AreaAbs Area %Total Width Height Mass Found
1 0.71 4e+001 4.82 0 6e+002
6 Found 231 4e+002 43.99 0 2e+003 404.00
9 2.61 5e+002 51.19 0 2e+003
1. TOF M5 ES+ :404+427+405 Smooth (SG 2x2) (4) 8. 5e+001
(3) 55%
100+ 45% 1.99
80—
B3 E
60
40-
:““\““““\““““\““““\““““\““““\““““\““““\““““\““““\““““\““““\““\Tine
0. 60 0. 80 1.00 1.20 1.40 1.60 1.80 2.00 2.20 2.40 2.60 2.80
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Sample: 4 Vial:1:13 ID:

File:MS49541 Date:09-Nov-2018 Time:2::1::5

Description:A.ZUBIARRE AZ 319 1

Printed: Fri Nov 09 15:36:11 2018

Sample Report (continued):

2. TOF M5 ES- :TIC Smooth (SG 2x2) (7) 3. 5e+004
96%
100 2.32
80 (9)
4%

60

%
NS NN NN SR W A

40‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\\\\\‘\\\\\\\\‘\\\\\\\\‘\\\\\\\\‘\\\\\\\\‘\\\\‘Tim
0. 60 0. 80 1.00 1.20 1.40 1.60 1.80 2.00 2.20 2.40 2.60 2.80
Peak Number Compound Time AreaAbs Area %Total Width Height Mass Found
7 2.32 2e+003 96.12 1 1e+004
9 2.65 1e+002 3.88 0 1e+003
2: TOF M5 ES- :404+449+403 Snooth (M, 2x3) 3. 2e+003
. 0 0 .
100- (6);100% 404. 0(27%; 2. 30
80-
60-
S
40-
20-
OE

‘\\\\‘\\\\\\\\‘\\\\\\\\‘\\\\\\\\‘\\\\\\\\‘\\\\\\\\‘\\\\\\\\‘\\\\\\\\‘\\\\\\\\‘\\\\\\\\‘\\\\\\\\‘\\\\\\\\‘\\\\‘Tim
0. 60 0. 80 1.00 1.20 1.40 1.60 1.80 2.00 2.20 2.40 2. 60 2. 80
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Sample: 4 Vial:1:13 ID:
File:MS49541 Date:09-Nov-2018 Time:2::1::5
Description:A.ZUBIARRE AZ 319 1
Printed: Fri Nov 09 15:36:11 2018
Sample Report (continued):
5: WV Detector: 255 275 Snooth (SG 5x5) (8) 1.744
63% Range: 1.744
2.38
1.5 |
1.0
2 E
. (2) [
5. Oe- 17: 6% 2 35
E 1.51 \
0.0:““““““““““““““““““‘“““““‘1““““““““‘““““‘“““““““““‘““““‘“““““Tim
0. 60 0. 80 1.00 1.20 1.40 1.60 1.80 . 2.40 2.60 2.80
Peak ID Compound Time Mass Found Peak ID Compound Time Mass Found
1 0.71 3 .
1: (Time: 0.71) Conbine (22:25-(17:18+30)) 1. TOF M5 ES+ 3:(Tinme: 1.70) Conbine (54:57-(49:50+62)) 1: TOF M5 ES+
1. 3e+003 1. 4e+003
100,831 100,
75- 75 602. 4
| 841 : 558. 4
X . X .
50- 120.1 40, o 50- 646. 5
25 208 1) 2421 25- 143. 2224.0 647.5
] 391 3 481. 1 ]
0; m Humﬂ Mhm‘\dm\u hhm i H‘M 1\\ H‘\ iy \ a1 \szugﬂ'm (‘:\)u; b 4]‘-3 0 / , . 602 8 62% 0; m Z
200 0 400 600 0 400.0 600. 0
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Sample: 4 Vial:1:13 ID:
File:MS49541 Date:09-Nov-2018 Time:2::1::5
Description:A.ZUBIARRE AZ 319 1
Printed: Fri Nov 09 15:36:11 2018
Sample Report (continued):
Peak ID Compound Time Mass Found Peak ID Compound Time Mass Found
4 1.99 6 2.31
4: (Time: 1.99) Conbine (64:67-(59+71:72)) 1. TOF M5 ES+ 6:(Tinme: 2.31) Conbine (74:77-(69:70+82)) 1: TOF M5 ES+
1. 8e+003 1. 5e+003
100 242.3 100- 120.1
183.1 183.1
754 120.1 754
L 50 L 50
25 1012 2433 251 1451530, 3 325 3 356.4
] 244, 2 325. 3368 | 450.2 586.4 430 4 . ( 223 1 ‘ 303. 4 ( 493.3 541.0558.4 643.6
0} ; %4§ 3 01 " \ U Mhu il m“‘“ \Hm K “mu ‘ ‘?‘ ‘h“\m‘\m “‘\ ‘M‘ H“\\H‘m‘m “HH\ i uuuu‘mu‘\ il \:h\ \EHM“ " “\‘”‘”H"“‘”““ “‘HK m z
200.0 400. 0 600.0 200 0 400.0 600. 0
Peak ID Compound Time Mass Found Peak ID Compound Time Mass Found
9 2.61 6 Found 2.31 ,449.00,403.00
9:(Tinme: 2.61) Conbine (84:87-(79+91:92)) 1. TOF M5 ES+ 6:(Tinme: 2.30) Conbine (73:77-(68:69+81)) 2: TOF M5 ES-
1. 6e+003 1. 6e+004
120.1 404.0
1007 340. 4 100+
75- 446. 2 75-
£ 504 50
] o1 28 3304' 3 ] 404. 9
254 . . 254
] ] 293.2 450. 0
] ] 121.1 241 9 322.0401.3 503.9 247 9
07 O t \‘ V\ T L \M 1 ! by L‘ T ” f ‘/\ T T T m Z
200.0 400.0 600.0 200 0 400.0 600. 0



Openlynx Report -

Sample: 4 Vial:1:13
File:MS49541 Date:09-Nov-2018
Description:A.ZUBIARRE AZ 319 1

Printed: Fri Nov 09 15:36:11 2018

ID:
Time:2::1::5

Page 5

Sample Report (continued):

Peak ID Compound Time Mass Found

9 2.61
9: (Time: 2.65) Conbine (84:88-(80+92: 93)) 2: TOF MB ES-
3. 0e+003
100. 311.2
75
£ 504 325.2
25 ] 337.2
] 133.7 229.1
: 33 ! 265.2 379. 2 485.3 585 3443 2
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