100

%

A.ZUBIAURRE AZ316-1P ES-ToF
MS49855 95 (2.912) 2: TOF MS ES-

474.0181 3.14e3

472.0224
473.0271 475.0164
476.0135
— L BN E— - \ — \ = \ T l ‘ r I s m/Z
469 470 471 472 473 474 475 476 477 478 479 480
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Elemental Composition Report Page 1

Single Mass Analysis

Tolerance = 10.0 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

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

C:22-22 H:0-100 N:0-10 0O:0-10 S:0-1 Br:1-1

A.ZUBIAURRE AZ316-1P ES-ToF
MS49855 95 (2.912) 2: TOF MS ES-
3.14e+003

100 472.0224 474.0181

% 473.0271 475.0164

ﬁ 469.1395 469.3704 469.9734+ /08183 471 o903 | | 474.6559 7> 476.0135 477.0036 4773300 478.0251 479.3424 479.9540 4805465

‘ T T T ‘ L ‘ L ‘ T T T ‘ T T 7T ‘ L ‘ T T T ‘ L ‘ T L ‘ L ‘ T T 7T ‘ T T 7T ‘ T T T T ‘ L ‘ L ‘ T T T ‘ T T T T ‘ T T ‘ T T T ‘ L ‘ T T T ‘ L ‘ T T T ‘ T T T ‘ L ‘

468.0 469.0 470.0 471.0 472.0 473.0 474.0 475.0 476.0 477.0 478.0 479.0 480.0 481.0
M ni mum -1.5
Maxi mum 5.0 10.0 100. 0
Mass Calc. Mass PPM DBE i-FIT i-FIT (Norm) Formula
472.0224  472.0218 0.6 1.3 13.5 49. 2 0.0 22 HI9 N O4 S Br
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Openlynx Report - Page 1
Sample: 1 Vial:2:15 ID:

File:MS49855 Date:27-Nov-2018 Time:3::1::5

Description:A.ZUBIAURRE AZ316-1P

Printed: Wed Nov 28 10:40:53 2018

Sample Report:

Sample 1 Vial 2:15 ID File MS49855 Date 27-Nov-2018 Time 3::1::5 Description A.ZUBIAURRE AZ316-1P

2: TOF M5 ES- :TIC Snooth (SG 2x2) 3. 4e+004
100- (13); 46% 473. 0(22% ; 2. 94
] (8)
804 5% (11) (12
- = (5) 473.0(1% 6%
> 60 6% 1. 64 1.83
E 0 1.07 1.19 1. 29
404
B 1 — 1 S 1 1 1 T 1 1 AN 1 ——— Ti e
0.50 0.75 1.00 1.25 1.50 1.75 2.00 2.25 2.50 2.75 3.00 3.25 3.50
Peak Number Compound Time AreaAbs Area %Total Width Height Mass Found
1 Tentative  0.85 1e+002 3.55 0 1e+003 473.00
3 Tentative  1.07 3e+002 7.12 0 1e+003 473.00
4 1.19 2e+002 452 0 1e+003
5 1.29 2e+002 5.77 0 2e+003
7 Tentative  1.56 4e+002 9.69 0 2e+003 473.00
8 Tentative  1.64 2e+002 5.22 0 2e+003 473.00
10 1.83 2e+002 5.67 0 1le+003
11 1.95 3e+002 6.85 0 2e+003
12 2.13 2e+002 5.78 0 1e+003
13 Found 2.94 2e+003 45.82 0 1e+004 473.00



Openlynx Report - Page 2
Sample: 1 Vial:2:15 ID:
File:MS49855 Date:27-Nov-2018 Time:3::1::5
Description:A.ZUBIAURRE AZ316-1P
Printed: Wed Nov 28 10:40:53 2018
Sample Report (continued):
2: TOF M5 ES- :473+518+472 Snooth (M, 2x3) 2. 6e+003
. 0 0 .
100, (13);100% 473.0(22%; 2. 91
80-
60-
S 3
40-
20-
0: ‘ 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 rre
0.50 0.75 1.00 1.25 1.50 1.75 2.00 2.25 2.50 2.75 3.00 3.25 3.50
5: WV Detector: 267.5 282.5 Snmooth (SG 5x5) (14) 7.329e-2
45% Range: 7.328e-2
2.99
E |
6. Oe- 2 f
] [
4.0e-2- 2 i
2 : 13% (6) (12) ||
E 0. 80 1.03 10% (9) (12) 904 A
2 De- 25 1.51 4% 29% 5 11 /|
R 1.74 2.04 %/
1 3 I~ _
0. 07 ‘ T 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 rre
0.50 0.75 1.00 1.25 1.50 1.75 2.00 2.25 2.50 2.75 3.00 3.25 3.50



Openlynx Report - Page 3
Sample: 1 Vial:2:15 ID:
File:MS49855 Date:27-Nov-2018 Time:3::1::5
Description:A.ZUBIAURRE AZ316-1P
Printed: Wed Nov 28 10:40:53 2018
Sample Report (continued):
Peak ID Compound Time Mass Found Peak ID Compound Time Mass Found
Tentative  0.85 ,518.00,472.00 3 Tentative  1.07 ,518.00,472.00
1: (Time: 0.85) Conbine (26:29-(21:22+34)) 2: TOF M5 ES- 3:(Time: 1.07) Comnbine (33:37-(28:29+41)) 2: TOF M5 ES-
65. 9 1. 3e+002 66.0 2. 4e+002
100 100
98.0
754 1129159 9 200.2 272.9 130 284 2 75 175.0
“2441.0 : 178.9244.1
N N 307.9 421. 1
50 530. 5620 \ 50 444. 8509. 1
25 - 2641.5 25 553. 1
0 n z 0 nz
200.0 400.0 600. 0 200.0 400.0 600.0
Peak ID Compound Time Mass Found Peak ID Compound Time Mass Found
1.19 5 1.29
4: (Time: 1.19) Conbine (37:41-(32:33+45)) 2: TOF M5 ES- 5:(Tinme: 1.29) Conbine (40:44-(36+48:49)) 2: TOF M5 ES-
2. 8e+002 2. 1e+002
66.1 106. 1
100 100 '
126. 8
75-| 106.2 143.9 75 147.0 261.1
274.3
2 50 172.9 331.5 £ 50
° 293.0 : 451. 0 S 369.6 429.0 451.1 554 3581.2
649. 2
25 511.0 583.7 613. 8 o5 524.0
649. 8
0 nm z 0 n z
200.0 400.0 600. 0 200.0 400.0 600.0



Openlynx Report - Page 4
Sample: 1 Vial:2:15 ID:
File:MS49855 Date:27-Nov-2018 Time:3::1::5
Description:A.ZUBIAURRE AZ316-1P
Printed: Wed Nov 28 10:40:53 2018
Sample Report (continued):
Peak ID Compound Time Mass Found Peak ID Compound Time Mass Found
7 Tentative  1.56 ,518.00,472.00 8 Tentative  1.64 ,518.00,472.00
7:(Tinme: 1.56) Conbine (49:53-(44: 45+57)) 2: TOF M5 ES- 8:(Tinme: 1.64) Conbine (52:55-(47+59: 60)) 2: TOF M5 ES-
3. 3e+002 2. 0e+002
100 106.1 100 106.1
75 117.0 75
175.1 145.1 309.1
o o 407. 3
S 50 213.0 282.4337.0 , s 50 185202, 2 375.2
"™ 497.0531.1 503.1 451.3 473, 2239 3593. 0
25 25 640. 0
0 nm z 0 nz
200.0 400. 0 600.0 200.0 400.0 600. 0
Peak ID Compound Time Mass Found Peak ID Compound Time Mass Found
10 1.83 11 1.95
10: (Tinme: 1.83) Conbine (58:61-(53:54+66)) 2: TOF M5 ES- 11:(Tine: 1.95) Conbine (62:65-(57:58+70)) 2: TOF M5 ES-
1. 8e+002 5. 5e+002
100 106.1 395 100- 162.9
242.1 ' ]
75 118.0 75+
S 50 ' S 50 242.2
355.1 441.3 525.3 1 117.0 325.2
459. 1 588.0 ] 326. 2 431.2
25 630. 6 254 243.2 ' 453.4 510 4 635 2
' - 4564. 6 '
0 nm z 0 n z
200.0 400.0 600.0 200.0 400.0 600. 0



Openlynx Report -

Page 5
Sample: 1 Vial:2:15 ID:
File:MS49855 Date:27-Nov-2018 Time:3::1::5
Description:A.ZUBIAURRE AZ316-1P
Printed: Wed Nov 28 10:40:53 2018
Sample Report (continued):
Peak ID Compound Time Mass Found Peak ID Compound Time Mass Found
12 2.13 13 Found 2.94 ,518.00,472.00
12: (Time: 2.13) Conbine (68:71-(63+75:76)) 2: TOF M5 ES- 13:(Tine: 2.91) Conbine (93:97-(88:89+101)) 2: TOF M5 ES-
3. 3e+002 1. 3e+004
100, 116.9 325.2 100, 474.0
119.0 ]
75 162. 9 75
164.9 ]
] 50 X 50
315.211 409.4 441 3 485.3 : 475.0
25 576.4 599. 3 25 297.2325.2 394.1 | 476.0
' | 1170 579.0236.9 <7 227> 7 ¥ " 574.0 6173
0 m V4 O } t f f f \\“ i, t f “ iy } L—— Ly T M‘ f — T T m Z
200.0 400. 0 600.0 200.0 400.0 600. 0
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