Elemental Composition Report Page 1

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 2 ES-ToF 09-Nov-2018
MS49542 74 (2.277) 2: TOF MS ES-
4.07e+003
100 401.9476 403.9388
% 405.9462
j 385.5354 387.3802 5087711 390.9174395 5331 3954792 397.2343 401.7137 ‘ 402.9392 | 404.9340 7 407.9664 119 3008410.8544 412-6714 4160601 417.9325 2191308
\\\\‘\\M\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\
3860 3880  390.0 3920 3940 3960 3980 4000 4020 4040 4060 4080 = 4100 4120 4140 4160 4180
M ni mum -1.5
Maxi mim 5.0 15.0 100. 0
Mass Calc. Mass nDa PPM DBE i -FIT i -FIT (Norm) Formul a
401.9476  401. 9469 0.7 1.7 8.5 95. 7 0.5 Cl4 HI3 N O+ S2 Br

401. 9524 4.8 “11.9  10.5 96. 2 1.0 Cl4 HIO N3 B Na S Br
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Openlynx Report - Page 1
Sample: 5 Vial:1:14 ID:
File:MS49542 Date:09-Nov-2018 Time:2::6::8
Description:A.ZUBIARRE AZ 319 2
Printed: Fri Nov 09 15:37:04 2018
Sample Report:
Sample 5 Vial 1:14 ID File MS49542 Date 09-Nov-2018 Time 2::6::8 Description A.ZUBIARRE AZ 319 2
1. TOF M5 ES+ : TIC Snpoth (SG 2x2) (5) 2. 4e+004
(4) 12% (10)
52% (8);17% 404.0(35% ; 2. 27 10%
100+ 2. 02 2.61
£ 1.77 N e c
90- e — ~ =
80-
e E
70
60-
505\““\““““\““““\““““\““““\““““\““““\““““\““““\““““\““““\““““\““\Tirre
0. 60 0. 80 1.00 1.20 1.40 1.60 1.80 2.20 2.40 2.80
Peak Number Compound Time AreaAbs Area %Total Width Height Mass Found
1 1.08 3e+002 7.14 0 2e+003
4 1.77 2e+003 51.51 1 5e+003
5 2.02 6e+002 14.39 0 4e+003
8 Found 2.27 7e+002 17.31 0 4e+003 404.00
10 2.61 4e+002 9.66 0 2e+003
1. TOF M5 ES+ :404+427+405 Snpoth (SG 2x2) (3) 8. 0e+001
86%
100+ 1. 67 (11)
80~
8 =
60~
407\““\““““\““““\““““\““““\““““\““““\““““\““““\““““\““““\““““\““\Tirre
1.00 1.20 1.40 1.60 1.80 2.20 2.40 2.80
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Sample: 5 Vial:1:14 ID:

File:MS49542 Date:09-Nov-2018 Time:2::6::8

Description:A.ZUBIARRE AZ 319 2

Printed: Fri Nov 09 15:37:04 2018

Sample Report (continued):
2: TOF M5 ES- : TIC Snooth (SG 2x2) 3. 2e+004

100 (8): 100% 404. 0(35% ; 2. 28

80

60

%
N NN NN SN A 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
8 Found 2.28 2e+003 100.00 1 1e+004 404.00

2: TOF M5 ES- :404+449+403 Snooth (M, 2x3) 2. 6e+003

(8); 100% 404. 0( 35%) ; 2. 25
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\““\““““\““““\““““\““““\““““\““““\““““\““““\““““\““““\““““\““\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: 5 Vial:1:14 ID:

File:MS49542 Date:09-Nov-2018 Time:2::6::8

Description:A.ZUBIARRE AZ 319 2

Printed: Fri Nov 09 15:37:04 2018

Sample Report (continued):

5: WV Detector: 255 275 Snooth (SG 5x5) (9) 8.663e-1
73% Range: 8.662e-1
. 2.31
6. Oe-1-
- E
< 4. Oe- 1
E (6) |
2. 0e-1- (320}0 3% 2.28
5 1.51 2.10 |
0.0:‘\\\\‘\\\\\\\\‘\\\\\\\\‘\\\\\\\\‘\\\\\\\\‘\\\\‘\\\\‘\\\\\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\\\\\‘\\\\\\\\‘\\\\‘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 ID Compound Time Mass Found Peak ID Compound Time Mass Found
1 1.08 3 1.67
1: (Time: 1.08) Conbine (34:37-(29: 30+42)) 1: TOF M5 ES+ 3:(Tine: 1.67) Conbine (53:57-(48:49+61)) 1: TOF M5 ES+
79 0 1. 4e+003 2. 6e+003
' 83.1
100+ 100+
11 120.1 1 120.1
755 75-
S 50 883 476.3 s 501 514.3 558.4 602.4
25° 143.1224. 0 344. 2 25- 143. 22241 470. 3 646. 4
] ‘ 2421 ‘ ‘ 520.4 564.4 ] so1 3 4263 W | 647 5
07: W‘\‘h“‘m‘ ‘}mmu‘l\ “w\l\\u‘u\w‘ Ji “H\ m‘u‘ I \1‘\\” I | ‘ Ml “ T ‘\L‘\{ RTINS IO ‘\ o “K } “ ‘61‘1n,7f z 07: \“H‘ ‘ “H “m‘\ “‘\ b Hl‘ L I h“\ “M I | ol ‘\ " ) ‘m‘ ‘ by L I 1” m H‘hm ‘\ ‘m\‘ ‘u “‘m‘ ‘1” | | ! ‘w‘u w\‘ M“\ ) “fm Z‘

200.0 400.0 600. 0 200.0 400.0 600. 0
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Sample: 5 Vial:1:14 ID:
File:MS49542 Date:09-Nov-2018 Time:2::6::8
Description:A.ZUBIARRE AZ 319 2
Printed: Fri Nov 09 15:37:04 2018
Sample Report (continued):
Peak ID Compound Time Mass Found Peak ID Compound Time Mass Found
4 1.77 5 2.02
4: (Time: 1.77) Conbine (56:60-(52+64: 65)) 1. TOF M5 ES+ 5:(Tinme: 2.02) Conbine (64:68-(60+72:73)) 1: TOF M5 ES+
2. 6e+003 2. 7e+003
100783.1 100783.1
. 120.1 .
75- 75- 120.1 242. 3
S 504 325.3 558.4 602.4 g46.5 &  50-
1 224. 1 ] 143. 1
251 143.1 396.3  470.3 514.4 647. 5 25° 243. 2
1 ( 261 0 ( W . ( ‘ ( 325.3 368.0 442.3 586. 4 630. 5
OLM“J“‘M“‘ ‘mim‘\ ‘ ‘ “ b H‘ ‘ Iy “ s, H \ ‘ lud i g “\ | ps ik b M‘\ i h‘ ‘H}\ ‘u o “M \‘u ful “M HL\‘MH , | r6r149 4 O; Ll “h“ o \‘u h th‘u“\ w‘\‘ ‘\wm}w “\u“w;uﬂ“ ‘h‘ Ll “u I \L”“““\”M“““ " m‘ il ‘m byl ‘/m‘ ‘\ i o \ \ “ l L M‘H " 4
200 0 400. 0 600.0 200.0 400.0 600.0
Peak ID Compound Time Mass Found Peak ID Compound Time Mass Found

8 2.27
8:(Time: 2.27) Conbine (72:76-(68+80:81))

2. 8e+003

e 1 7

100, 120.1
75
£ 504
255 143. 2224. 0 356. 4
] ( ML 242.1 357. 3421 1  541.0558.4 640.4
O;W“‘dm“‘i““ A ‘\M ) u\ Ly \‘F ‘u I \\H I \u‘\ ‘\ m . ‘ iy \;\u bl
200. 0 400, 0 600. 0

10
1: TOF MB ES+ 10: (Time: 2.61) Combine (84:87-(79+91:92))
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83.1

2.61

340. 4

341. 4

400.0

1: TOF M5 ES+
1. 4e+003

509. 3
628.5648. 3
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600. 0
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Sample: 5 Vial:1:14 ID:

File:MS49542 Date:09-Nov-2018 Time:2::6::8

Description:A.ZUBIARRE AZ 319 2

Printed: Fri Nov 09 15:37:04 2018

Sample Report (continued):

Peak ID Compound Time Mass Found Peak ID Compound Time Mass Found
11 2.68 8 Found 2.27 ,449.00,403.00
11: (Time: 2.68) Conbine (86:89-(81:82+94)) 1. TOF M5 ES+ 8:(Tinme: 2.25) Conbine (72:75-(67+79:80)) 2: TOF M5 ES-
1. 3e+003 1. 2e+004
120.1 404.0
100i 1007: 402.0
754 754
L 50 L 50
] 298. 4 444.2 ]
] ] 404. 9
254 121.0 344. 3 447 . 257
| 226.0 75043 gy 5646, 4 | lot11750 2932322 04012 (450' % cis o
O; b ‘\“\m\ M LHL}‘H‘M\“M : ‘\“ d ‘\M‘MM“ = \m ol \“ L “‘M“M‘ \”‘h‘”“\“”/m Z O 1 T { : T T ‘\. T T . : \\ T \L“ T } b T ‘H‘ (— ‘” | —— .\ 56‘5. \9 m Z
200.0 400. 0 600.0 200.0 400.0 600. 0
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